LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\
Data File : BF113115.D
Aca On - 19 Mar 2019 3:13 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1947-04 PST-025-B032-031319
ALS Vial : 35 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 5.351 550 555 558 rBY 3582956 3563131 90.85% 10.875%
2 6.381 724 730 733 rBY 3613494 3888433 99.15% 11.868%
3 6.504 746 751 754 rBVY 4099284 3921862 100.00% 11.970%
4 6.569 759 762 771 rVB 33382 54763 1.40% 0.167%
5 6.728 786 789 793 rBVY 1121942 902524 23.01% 2.755%
6 6.886 812 816 819 rBVY 3563206 3141825 80.11% 9.589%
7 7.292 880 885 888 rBY 2348918 2311417 58.94% 7 .055%
8 8.010 1003 1007 1021 rBV 864351 843765 21.51% 2.575%
9 9.086 1185 1190 1204 rBV 3435797 3404454 86.81% 10.391%
10 9.480 1253 1257 1267 rBV 200963 217466 5.54% 0.664%

11 9.763 1301 1305 1323 rVB 805265 842196 21.47% 2.570%
12 10.545 1434 1438 1454 rBV 1822100 2009151 51.23% 6.132%
13 11.239 1552 1556 1571 rVB 801893 811788 20.70% 2.478%
14 11.774 1644 1647 1657 rBV2 98469 139139 3.55% 0.425%
15 12.368 1737 1748 1761 rBV7 30156 122432 3.12% 0.374%

16 12.821 1820 1825 1828 rBV 3275839 3069275 78.26% 9.368%
17 13.786 1982 1989 1999 rBV3 103105 384079 9.79% 1.172%
18 13.868 1999 2003 2012 rVB 906869 903795 23.05% 2.758%
19 14.039 2029 2032 2036 rBvV 77633 78000 1.99% 0.238%
20 14.345 2081 2084 2087 rVB 152790 131635 3.36% 0.402%

21 14.445 2096 2101 2107 rBV9 19777 55099 1.40% 0.168%
22 14.498 2107 2110 2114 rVvVv 92671 84851 2.16% 0.259%
23 14.639 2130 2134 2138 rVB 247787 222498 5.67% 0.679%
24 14.957 2184 2188 2192 rBV 249711 259649 6.62% 0.792%
25 15.280 2238 2243 2246 rBV 394292 557291 14.21% 1.701%

26 15.309 2246 2248 2254 rVB 247632 284692 7.26% 0.869%
27 15.715 2312 2317 2329 rVB 170083 248538 6.34% 0.759%

28 16.186 2392 2397 2411 rVB2 103216 231922 5.91% 0.708%
29 16.727 2486 2489 2496 rVB 41799 79029 2.02% 0.241%

Sum of corrected areas: 32764699
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\
Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

Sample : K1947-04

Misc :

ALS Vvial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M

PST-025-B032-031319

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF113115.D

5.35

6.38

50
6.89

6.73

7.29

0
Time-->

I I
4.50 5.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF113115.D

9.09

10.55

8.01 9.76 11.24

9.48 11.77

12.37

12.82

0
Time-->

8.00

11.50

11.00

I
9.50 10.00 10.50

12.00

12.50

13.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF113115.D

13.87

15.2
g104.64 1496 T3 157

16.73

14.04 14

13. 16.19

0
Time-->

R
13.50

16.50

17.00

16.00

15.00

15.50

14.50

14.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 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 86.91 ng 3921860 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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF113115.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 PSARSE AR RALE SRR
40.0 540 J 6.20 6.40 6.60 6.80
0 S0 .2 | m/z 68.00 43.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR LS L S
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.19%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 27.88%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! LIS 8 L I
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.00 16.55%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF022719.M Wed Mar 20 07:59:53 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 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 8
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.43 ng 139139 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 1646 (11.769 min): BF113115.D (-1644) (-) m/z 73.00 100.00%
73.0
43.0
5000
970 1290
171.0 213.1 11.40 11.60 11.80 12.00
0 m/z 57.00 84.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 O M
83.0 11.40 11.60 11.80 12.00
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.00  80.89%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 1140 1160 11.80 12.00
5000 129.0 m/z 60.00 75 .62%
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 11.40 11.60 11.80 12.00
m/z 55.00 70.54Y%
- 1 M‘Lw
0}§?H'W'“ DN SRR BRI UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 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 3-Chloropropionic acid, hep... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.37  3.02ng 122432 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloropropionic acid. heptadec... 346 C20H39CI02  1000283-05-1 91
2 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 91

3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 Trichloroacetic acid. dodecvl ester 330 C14H25CI1302 074339-50-7 91
5 11-Tricosene 322 C23H46 052078-56-5 91

Abundance Scan 1748 (12.368 min): BF113115.D (-1737) (-) m/z 55.00 100.00%
. .0

5000

12.00 12.20 12.40 12.60
m/z 42.95  96.64%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester

5000

12.IOO 12.I20 12.I4O 12.I60
m/z 82.95 92.03%

139.0 167.0  210.0 238.0263.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #170431: Pentafluoropropionic acid, dodecyl ester
55.0

12.00 12.20 12.40 12.60
m/z 56.95 85.41%

5000

140.0 168.0

213.0 243.0 314.0

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #189051: Trichloroacetic acid, tetradecy! ester L BT o e
43.0 83.0 12.00 12.20 12.40 12.60

m/z 69.05 81.05%

5000
111.0

139.0 168.0 196.0

241.0
L e o e EEmaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 8.50 ng 384079 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 92
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1990 (13.792 min): BF113115.D (-1982) (-) m/z 57.00 100.00%

.0

5000
139.0 1669  209.0 281.0 13.40 13.60 13.80 14.00 14.20
(o} m/z 82.95 99 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55,0 83.0

5000 | NN L L L L LB L
13.40 13.60 13.80 14.00 14.20
m/z 43.00 90.83%
29.0 139.0
o " ,167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
550 83.0
AR e e e
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 89.73%
23.0 139.0
0 Lo 167.0 196.0 224.0 252.0 280.0 308.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane A Ea e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 97.00 83.61%
97.0
5000
29.0 125.0
0 Ll 154.0  196.0 224.0 269.0 320.0
e A R R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .34 2.91 ng 131635 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetracosane 338 C24H50 000646-31-1 81

Abundance Scan 2083 (14.339 min): BF113115.D (-2081) (-) m/z 57.00 100.00%

57.0

Ll

99.0 IIIIIIIIIIIIIIIIII
411771 1203.1 282 1 397.2 14.00 14.20 14.40 14.60
o....,.l.--'.".||,.‘|-‘-','.-...,....,.... S m/z 43.00 65.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane

i ULJLJL

5000 .
14,00 14.20 14.40 14.60

m/z 71.00 64 .14%

99.0
L0 I 270 1410 1830 2250 2820
=t e e e —
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—r

14.00 14.20 14.40 14.60

5000 m/z 85.00 46 .69%
99.0
Ozmmj“JJmmlwonwzmw%O
L I B e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493:; Hexacosane
57.0 14.00 14.20 14.40 14.60

m/z 55.00 24 .91%

5000
99.0 WL\/\M
! | 4 1410 1830 225.0 267.0 309.0  367.0

|
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\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.64 7.98 ng 222498 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Docosane 310 C22H46 000629-97-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2134 (14.639 min): BF113115.D (-2130) (-) m/z 57.00 100.00%
51.0
5000
%00 1440 14160 1480 15,00
141.1 : : : :
ol LA 4 g 1L 1831 2252 2831 spr0 0 L7774 00 65, 10%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
51.0
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.00 62.03%
oL21O L { |y 1410 1830 2400
mz-> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
1440 14.60 14,80 15.00
5000 m/z 85.00 48.45%
99.0
oL 270 ] | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #153223: Docosane B B i L B B R B
57.0 14.40 14.60 14.80 15.00
m/z 54.95 21.59%
5000
99.0
0 | 40 1830 2300 26003100
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\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 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 3
R.T. EstConc Area Relative to ISTD R.T.
14.96 9.32 ng 259649 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane 310 C22H46 000629-97-0 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2189 (14.962 min): BF113115.D (-2184) (-) m/z 57.00 100.00%
5%.0
5000
%80 1411 14,60 14.80 15.00 15.20
211.1 : : : :
o....,.nJJ“ WPRY % Soirut - L N - £ S m/z 71.00 68.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 DA D B BN
Mmmmmmmm
99.0 m/z 43.00 63.02%
L2500 I J / 14}0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.00 52.51%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- ST T
57.0 14.60 14.80 15.00 15.20
m/z 55.00 23.71%
5000
99.0
ol d iy 1410 1830 29 210 3230
m/z--> 5'0 1(')0 1&'30 200 250 300 350 4(|)O 14 60 14. 80 15. oo 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 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 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 8.92 ng 248538 Perylene-d12 15.28
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 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2318 (15.721 min): BF113115.D (-2312) (-) m/z 56.95 100.00%
57.0 P
5000
9.0 15.40 15.60 15.80 16.00
141 1 183 1 . . . .
0 |,l .J.|| L e 222t ert 840 Thsz 70.95  68.02%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LR DL BN SN B
mmmmmmmm
99.0 m/z 43.00 59.38%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.00 49 .99%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #209566: Octacosane D e R R e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 20.55%
- L/\J\—M
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 ' 1540 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.19 8.32 ng 231922 Perylene-di12 15.28
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 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2398 (16.192 min): BF113115.D (-2392) (-) m/z 57.00 100.00%
57.0
5000 /\N-,»~V\ﬂ~n/\\,N__,NwA,\MN
% a0 15150 16,00 1690 16,40 16,60
U 1690 2111 : : : :
oLyl 2902819 3260 m/z 71.00 70.68%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AU DR
15. 80 16. oo 16. 20 16 40 16. 60
99.0 m/z 43.00 56.20%
0 |_\ .Illjjl, }410 1830 225.0 2670 309.0 367.0
m/z--> 55 100 150 200 250 300 3éo
Abundance #215181: 2-methyloctacosane
57.0
15,80 16.00 16,20 16.40 16.60
5000 m/z 85.00 55.46%
99.0
o 2&9\ | JJJ‘}4}O 183.0 2250 267.0 309.0  365.03094.0
m/z--> 50 100 1%0 200 250 300 3éo
Abundance #185533: Pentacosane T T e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 99.00 20.97%
5000
99.0
2ol L1 JJ | 1410 1830 2250 267.0 3090.0 352.0
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 35'30 ' 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113115.D

Aca On : 19 Mar 2019 3:13

Operator : JU/SJ

ﬁ?ggle i K1947-04 PST-025-B032-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.73 2.84 ng 79029 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 80
3 Pentacosane 352 C25H52 000629-99-2 74
4 Heptadecane 240 C17H36 000629-78-7 74
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2490 (16.733 min): BF113115.D (-2486) (-) m/z 57.00 100.00%
57.0
5000 85.0 \’\/\N\/\I\J\\M’\
113.1 mumwmm 281.0 354.9 1640 16.60 16.80 17.00
ob——il L il - 2830 0 m/z 71.05 63.27%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 850 LA L L L L L L L
29.0 16. 40 16 60 16. 80 17. oo
m/z 43.00 60.26%
o i “1113 0141.0169.0 197.0 225.0 253,0 282.0
m/z--> 55 100 1%0 260 2%0 300 3%0
Abundance #153228: 6,6-Diethylhoctadecane
57.0
85.0 NNV IR
16.40 16.60 16.80 17.00
5000 m/z 85.00 43.62%
141.0
113.0 281.0
0 || - il ‘J\ l‘ M J | L1690 1970 23?0 L
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #185533: Pentacosane e EREmEmEE T
57.0 16.40 16.60 16.80 17.00
m/z 55.00 29.30%
5000 85.0
113.0
. 29.0| | L L\ . ‘11411 0169 0 211.0239.0267.0 295.0323.0 352. 0
m/z--> 55 160 150 260 250 360 350 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031819\

Data File : BF113115.D

Acq On : 19 Mar 2019 3:13

Operator : JU/SJ

3?22 le K1947-04 PST-025-8032-031319
ALS Vial : 35 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 86.9 ng 3921860 1 6.73 902524 20.0
n-Hexadecanoic acid 11.77 3.4 ng 139139 4 11.24 811788 20.0
3-Chloropropionic... 12.37 3.0 ng 122432 4 11.24 811788 20.0
1-Heneicosanol 13.79 8.5 ng 384079 5 13.87 903795 20.0
Eicosane 14 .34 2.9 ng 131635 5 13.87 903795 20.0
Heptadecane 14 .64 8.0 ng 222498 6 15.28 557291 20.0
Heneicosane 14 .96 9.3 ng 259649 6 15.28 557291 20.0
Hexacosane 15.72 8.9 ng 248538 6 15.28 557291 20.0
Pentacosane 16.19 8.3 ng 231922 6 15.28 557291 20.0
Octacosane 16.73 2.8 ng 79029 6 15.28 557291 20.0
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