LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

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-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 5.051 500 504 513 rBV 64094 88589 3.27% 0.345%
2 5.475 572 576 599 rBY 1606310 1912039 70.64% 7.447%
3 6.487 744 748 765 rBVY 1981926 2072082 76.56% 8.070%
4 6.610 765 769 777 rBV 2416907 2188418 80.85% 8.523%
5 6.834 804 807 815 rVB 684027 569821 21.05% 2.219%
6 6.992 830 834 847 rBVY 1922970 1696605 62.68% 6.608%
7 7.398 899 903 919 rBVY 1400041 1326088 48.99% 5.165%
8 8.116 1021 1025 1042 rBV 819213 748863 27.67% 2.917%
9 9.192 1203 1208 1218 rBvY 2836983 2706597 100.00% 10.541%
10 9.586 1271 1275 1284 rBV 165568 166218 6.14% 0.647%

11 9.875 1320 1324 1336 rBV 914575 911251 33.67% 3.549%
12 10.669 1455 1459 1473 rBV 1695565 1713184 63.30% 6.672%
13 11.363 1573 1577 1586 rBV 1067794 947801 35.02% 3.691%
14 11.880 1661 1665 1680 rBV 419698 574794 21.24% 2.239%
15 12.580 1780 1784 1793 rBV 104165 161690 5.97% 0.630%

16 12.669 1793 1799 1809 rVvVv 620500 781971 28.89% 3.045%
17 12.751 1811 1813 1817 rVv4 41323 58463 2.16% 0.228%
18 12.810 1820 1823 1830 rVB 88398 113426 4._.19% 0.442%
19 12.945 1841 1846 1849 rBV 2900123 2581935 95.39% 10.056%
20 13.163 1878 1883 1886 rVB6 23552 35001 1.29% 0.136%

21 13.504 1936 1941 1946 rBV3 44153 66240 2.45% 0.258%
22 13.833 1993 1997 2009 rBV 289604 385505 14.24% 1.501%
23 14.010 2023 2027 2035 rBV 693315 727434 26.88% 2.833%
24 14.151 2047 2051 2054 rBV 113014 114309 4.22% 0.445%
25 14.451 2099 2102 2110 rBV 223365 262396 9.69% 1.022%

26 14.757 2150 2154 2158 rVB 416463 418460 15.46% 1.630%
27 14.904 2176 2179 2184 rBV6 40555 53172 1.96% 0.207%
28 15.092 2206 2211 2215 rVB 560508 625661 23.12% 2.437%
29 15.468 2270 2275 2277 rBV 554562 769632 28.44% 2.997%
30 15.898 2343 2348 2353 rVB 362652 539377 19.93% 2.101%

31 16.398 2428 2433 2446 rVB2 180043 359723 13.29% 1.401%

Sum of corrected areas: 25676745
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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: BF112532.D

2500000 6.61

2000000 6.49 6.99

5.47
1500000 7.40

1000000

500000

50 M UL

T e SR A

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: BF112532.D

2500000

2000000
10.67

1500000

11.36

1000000 8.12 9.87

12.67
500000 11.88

. %fg J\_, 12583281\ 1316

r—r - =N ———— —— Ll

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: BF112532.D

2500000

2000000

1500000

1000000
14.01 15.09  15.47
14.76

15.90
500000

14.45
14.15

e

R 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\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 14

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

5.05 3.11 ng 88589 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
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 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 504 (5.051 min): BF112532.D (-500) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 NS i N
| 83.0 480 5.00 520 5.40
L L e e I A e e e m/z 59.00 56.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN R UL UL I
59.0 480 500 520 5.40
m/z 101.10 25.15%
31.0 101.0
"'I”"I”'T””'“““"I”:'I”"I”"F%q'l”"l”"ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 5.40
5000 m/z 58.00 15.28%
20.0 101.0
e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R B R AL
43.0 480 5.00 520 5.40
m/z 41.00 8.67%
5000
101.0
15.0 58.0
|20 | 69.0 840 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 unknown6.61 Concentration Rank 1

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

6.61 76.81 ng 2188420 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 769 (6.610 min): BF112532.D (-765) (-) m/z 132.00 100.00%
132.0
5000 68.1 \
96.1 SRR R SRR
40.1 541 J 6.20 6.40 6.60 6.80 7.00
M.l?}-?..l,u R S m/z 68.10 40.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
o\
5000 R I UL I I
6.0 6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 32.33%
"J' |I§%O'|'73?'“8§P"||Jh' L AL B WL B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 \
74.0 620 640 6.60 6.80 7.00
5000 9go 1160 m/z 66.10 27.10%
——r ||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||“‘|||||15|8|.0|||||:!-8|9.|0|
m/z--> 40 60 100 120 140 160 180 .t
Abundance #14517: 2H Cyclopenta[d]pyridazine, 2-methyl- e A RERNE EEESE R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17 .25%
5000
63.0 104.0
39\\0 ! ‘ 77\\0 %00 170 )
L 1y 1yl | | 1 i
m/z--> 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\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 6
R.T. EstConc Area Relative to ISTD R.T.

11.88 12.13 ng 574794 Phenanthrene-d10 11.36
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1665 (11.880 min): BF112532.D (-1661) (-) m/z 73.10 100.00%

431 741

5000

—

129.1
97.0 213.2 e
157.1 1851 256.2 11.60 11.80 12.00 12.20
m/z 43.10 90.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 TTrprroT TT T T [TTTT TTTT
83.0 11. 60 1180 1200 12 20
- 0
157.0 1g50 2130 256.0 m/z 60.00 79.17%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
A RN e B
11.60 11.80 12.00 12.20
5000 m/z 41.10 74 .98%
‘ o0 129.0 1710 214.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L i i B
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.10 66.86%
5000 129.0 AMJL“/
150&
”.P.”,”. R e B EREAEEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20

8270-BF012519.M Thu Feb 14 14:25:14 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.67 16.50 ng 781971 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1799 (12.669 min): BF112532.D (-1793) (-) m/z 73.00 100.00%

430 730

5000 129.1

[

12.40 12.60 12.80 13.00
m/z 43.05 90.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |} 73.0
5000 129.0 T T T T T T T

12.I40 12.I60 12.I80 13.IOO
m/z 60.00 75.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 730

12.40 12.60 12.80 13.00
5000 256.0 m/z 41.05 73.78%

‘ ‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid R e
43.0 73.0 12.40 12.60 12.80 13.00
m/z 57.10 71.37%

213.0

157.0 185.0

.

5000 129.0

:

T I T T
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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF021319\
BF112532.D

13 Feb 2019 12:05

Ju/sJ

K1459-11

6 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 b5-Eicosene, (E)-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.83  10.60 ng 385505  Chrysene-di2 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 s-Eicosene. (E- 280 C20H40 074685-30-6 95
2 Cvcloeicosane 280 C20H40 000296-56-0 95

3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1996 (13.827 min): BF112532.D (-1993) (-) m/z 57.10 100.00%
57.1
97.1
5000
e
39.1 13.60 13.80 14.00 14.20
183.0 230.1 .
29.3 m/z 43.10 90.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
54.0
5000 970 LI L LR B TTT
13.60 13.80 14.00 14.20
m/z 55.10 75.42%
23 A l }39 0 1820 2230  280.0
e T e L T T p
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55.0
e e
13.60 13.80 14.00 14.20
5000 97.0 m/z 83.05 72.65%
L ’ ‘ { {l390 182.0 224.0 2800
e . , , s o S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate L L e M
5710 g70 13.60 13.80 14.00 14.20
m/z 69.10 69.12%
39
26/0] || lH ilmonmzmomm 412.0
P —r - ey R
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.15 3.14 ng 114309 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2051 (14.151 min): BF112532.D (-2047) (-) m/z 57.10 100.00%

57.1

E

5000
99.1 e
141.1 1832 218.0249.1 283.1 13.80 14.00 14.20 14.40
; m/z 71.10 76.32%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
i J\W}Lﬂj
5000 LA L L L L L L B
13.80 14.00 14.20 14.40
9.0 m/z 43.10 76.24%
%qlluhlﬂomw2%0%m3wo%m
= , A e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
R
13.80 14.00 14.20 14.40
5000 m/z 85.10 59.11%
99.0
2710 J 3\ | }41 0 1830 2250 2810 337.0  394.0
-l L e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl- LB RES R T S
57.0 13.80 14.00 14.20 14.40
m/z 41.10 28.27%
5000
99.0 141.0
27,0 ‘
..\.‘.,‘.-‘H..‘..‘ I — B —
m/z--> 50 100 150 200 250 300 350 13 80 14. 00 14 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .45 7.21 ng 262396 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2102 (14.451 min): BF112532.D (-2099) (-) m/z 57.10 100.00%
57.1
5000 _“0__A~_~—-j{--~w%A“~’ﬂv
%01 " 1420 14.40 14.60 14.80
141 1 . . . .
A LR R g SR 1832 22625512812 32023550 o110 72.27%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 L B B B B
Mmmmmmmm
99.0 m/z 43.10 71.75%
27.,0|‘ | i\ J ] 410 1830 225.0 282.0
m/z--> 50 100 150 260 250 360 3éo
Abundance #175557: Tetracosane
57.0
" 1420 14.40 1460 14.80
5000 m/z 85.10 53.92%
99.0
ﬁM]|idimw:m02%omm:mmwo
m/z--> 55 160 150 200 250 360 3éo
Abundance #209566: Octacosane T T T T
57.0 14.20 14.40 14.60 14.80
m/z 55.10 28.03%
N J\-JL‘J\NL
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.76 10.87 ng 418460 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heneicosane 296 C21H44 000629-94-7 97
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2155 (14.762 min): BF112532.D (-2150) (-) m/z 57.10 100.00%
51.1
85.1
5000
\ | | 11113 1141 1169 1197.2225.1253.2 283.0 317.1 356.2 1440 14,60 1480 1600
ot h b Ly TP 1972225.12532 283.0 3171 356 m/z 71.10  76.05%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
85.0
5000 AR D R DR
Mmmmmmmm
m/z 43.10 69.69%
30.0] ”‘dJﬁMMwMWm5mmmmMm&%0
m/z--> éo 100 150 260 2%0 360 3éo
Abundance #141426: Heneicosane
57.0
o0 14.40 14.60 14.80 1500
5000 ‘ m/z 85.10 57 .30%
29.0 113.0
L[] 24101690107022502530  296.0
m/z--> éo 100 150 200 250 300 3éo
Abundance #185535: Heptadecane, 9-octyl- BEAREEEEELE SISt
57.0 14.40 14.60 14.80 15.00
m/z 41.10 24 .10%
5000 85.0 JLJLJV
113.0
. -.*M A 41016001070 *0267.0294.0323,0 3520 e S
m/z--> 50 100 150 200 250 300 350 14.40 1460 1480 1500

8270-BF012519.M Thu Feb 14 14:25:18 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 12 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.09 16.26 ng 625661 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2211 (15.092 min): BF112532.D (-2206) (-) m/z 57.10 100.00%
57.1
5000
%0 1480 15.00 15.20 15.40
141.1 . . . :
ol L l|, Lo 832 2991 2958 332  nyz 71.10  77.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 R RN UL SO IR
14.80 15.00 15.20 15.40
99.0 m/z 43.10 70.28%
|Jjjﬂdmw1%onm2mom% 367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
1480 15.00 15.20 15.40
5000 m/z 85.10 57 .79%
99.0
70| | ) | | | p4r0 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane R S AR
57.0 14.80 15.00 15.20 15.40
m/z 41.10 27 .43%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
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\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 13 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 14.02 ng 539377 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2348 (15.898 min): BF112532.D (-2343) (-) m/z 57.10 100.00%

57.1
5000

13.1
]] 15.60 15.80 16.00 16.20
169.1
ol ddd bl 002288 2800 8373 m/z 71.10 72.94%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 TT TTTT TTTT TTTT TTTT

15.60 15.80 16.00 16.20
m/z 43.10 63.24%

13.0 169.0 225.0 281.0 337.0 394.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194493: Hexacosane
57.0

-

15.60 15.80 16.00 16.20
5000 m/z 85.10 55.10%

13.0
A0 169.0 2250 2950 367.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

'

Abundance #241528: Tetratetracontane e R e e
57.0 15.60 15.80 16.00 16.20
m/z 55.10 24 .86%
- M\N\/
13. O

,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112532.D

Aca On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 6 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 14 Heneicosane Concentration Rank 9

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

16.40 9.35 ng 359723 Perylene-d12 15.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 2433 (16.398 min): BF112532.D (-2428) (-) m/z 57.10 100.00%
57.1
o 1600 1620 1640 1660 16,60
41.1 - : : - -
1741 211 1 2751 3251 4103
....,I 1|” { l24322751 8251 377241031 .o 71.10  71.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 TT T T[T T I T [T T T T[T T TT[TT
16.00 16.20 16.40 16.60 16.80
99.0 m/z 43.10 68.82%
2@\ Jijmlmonm 296.0
....,.. , B = e
mz--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
i
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 57.04%
99.0
‘| ‘ 3\ | 1410 1830 2250 2810 337. 0 _ 3940
- . Aol b T S e e e e e
mz--> 100 150 200 250 300 350 400
Abundance #175558: Tetracosane B e L
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.10 22 .41%
5000
99.0
\ | i\ | 1410 1830 2250 267.0 338.0
e b Al s e e e e .
mz--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80

8270-BF012519.M Thu Feb 14 14:25:20 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021319\
Data File : BF112532.D

Acq On : 13 Feb 2019 12:05

Operator : JU/SJ

Sample - K1459-11

Misc :

ALS Vial : 6 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... 5.05 3.1 ng 88589 1 6.83 569821 20.0
unknown6.61 6.61 76.8 ng 2188420 1 6.83 569821 20.0
n-Hexadecanoic acid 11.88 12.1 ng 574794 4 11.36 947801 20.0
Octadecanoic acid 12.67 16.5 ng 781971 4 11.36 947801 20.0
5-Eicosene, (E)- 13.83 10.6 ng 385505 5 14.01 727434 20.0
Pentacosane 14.15 3.1 ng 114309 5 14.01 727434 20.0
Eicosane 14 .45 7.2 ng 262396 5 14.01 727434 20.0
Tetracosane 14.76 10.9 ng 418460 6 15.49 769632 20.0
Hexacosane 15.09 16.3 ng 625661 6 15.49 769632 20.0
Octacosane 15.90 14.0 ng 539377 6 15.49 769632 20.0
Heneicosane 16.40 9.3 ng 359723 6 15.49 769632 20.0
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