LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\

Data File : BF118240.D

Aca On : 17 Dec 2019 21:44 Instrument :
Operator : JU gll\:gﬁ't:Sam leld :
3?22Ie ; K6318-07 ﬂmgwcap
ALS Vial : 17 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-BF120619 .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 2.152 6 11 18 rVB 253537 352984 9.97% 1.183%
2 5.075 504 508 521 rVB 423257 558724 15.78% 1.873%
3 5.481 573 577 598 rBVY 2691440 2903528 82.02% 9.733%
4 6.498 744 750 768 rBVY 2918583 3075026 86.86% 10.308%
5 6.634 768 773 776 rBVY 3684438 3261203 92.12% 10.932%
6 6.857 808 811 818 rBV 886387 737269 20.83% 2.471%
7 7.016 834 838 841 rBVY 3063723 2555647 72.19% 8.567%
8 7.428 903 908 911 rBVY 1914393 1853813 52.36% 6.214%
9 8.145 1026 1030 1047 rBV 1088255 940943 26.58% 3.154%
10 9.228 1209 1214 1217 rBV 3982458 3540239 100.00% 11.868%

11 9.616 1277 1280 1290 rBV 276447 271972 7.68% 0.912%
12 9.910 1326 1330 1340 rVB 1147936 1025862 28.98% 3.439%
13 10.704 1460 1465 1481 rBV 1980527 1967921 55.59% 6.597%
14 11.404 1580 1584 1591 rBV 883298 891482 25.18% 2.988%
15 11.922 1667 1672 1681 rBV 170528 186002 5.25% 0.624%

16 12.621 1788 1791 1798 rBV 62328 64587 1.82% 0.217%
17 12.710 1804 1806 1818 rBV2 41428 65754 1.86% 0.220%
18 12.851 1825 1830 1833 rBV2 54924 68883 1.95% 0.231%
19 12.992 1849 1854 1857 rBV 3209964 2682127 75.76% 8.991%
20 13.557 1946 1950 1953 rBV2 61833 64233 1.81% 0.215%

21 13.886 2002 2006 2018 rBV 342900 458649 12.96% 1.537%
22 14.051 2031 2034 2038 rBV 748680 764724 21.60% 2.564%
23 14.204 2057 2060 2065 rBV 104916 109239 3.09% 0.366%
24 14.510 2109 2112 2120 rBV 118388 151860 4._.29% 0.509%
25 14.821 2160 2165 2170 rBV 112140 145499 4.11% 0.488%

26 15.110 2211 2214 2220 rBV2 22385 38749 1.09% 0.130%
27 15.168 2220 2224 2228 rVB 96354 107417 3.03% 0.360%
28 15.545 2283 2288 2304 rVB 500391 768139 21.70% 2.575%

29 15.998 2361 2365 2371 rVB2 63844 99608 2.81% 0.334%

30 16.074 2374 2378 2383 rVB7 28568 54641 1.54% 0.183%

31 16.521 2449 2454 2458 rBV4 35500 64372 1.82% 0.216%
Sum of corrected areas: 29831096
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
BF118240.D

17 Dec 2019 21:44

Ju

K6318-07

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF118240.D
6.63

7.02
6.50

5.48

6.86

7.43

0
Time-->

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF118240.D

10.70

8.15 9.91
11.40

9.62 11.92

12.99

Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF118240.D

14.05
15.54
13.89

13.56 14.20 1451 14.82 14547 161607 16.52
N

Time-->

o I
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00

18.50

8270-BF120619.M Wed Dec 18 16:01:02 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.15 9.58 ng 352984 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 11 (2.152 min): BF118240.D (-6) (-) m/z 73.05 100.00%
7B
5000 43
55 87 B
37 | &7 2.20 2.30 2.40 2.50 2.60
ot S e | M/Z 43.00  34.72%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.05 27 .81%
sl L el e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 A R R U IR U
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.61%
L 79 || 97 112 129
m/z--> 20 ' ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- T
73 220 2.30 2.40 2.50 2.60
m/z 41.00 11.93%
5000
45
29
39 %5 67 |, 101
m/z--> 20 3'0 40 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 15.16 ng 558724 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF118240.D (-504) (-) m/z 43.00 100.00%
43
59
5000
101
51 | 83 480 5.00 5.20 5.40
R A R A A A RS AL AARAN AR AL ALRRRARA AR m/z 59.10 59.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I LU IR L
59 480 500 520 540
m/z 101.00 22 .94%
15 31 101
wl 1y 51 || 83 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
" 480 500 520 540
5000 m/z 58.00 14.81%
101
15 58
28 L 69 84 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester RN e ma
59 480 5.00 5.20 5.40
m/z 41.10 10.34%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I RN LN S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 88.47 ng 3261200 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF118240.D (-768) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 . . . :
[ | Weus .+ m/z 68.00 38.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 a
5000 I LRI LN IR L
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.33%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26.28%
33 44 o 105
---‘-.--‘-ﬁq--‘--f)----‘.-‘-?l-S.-- S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e ERERmE aEmmE A S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.63%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN | S SN
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\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 4_.17 ng 186002 Phenanthrene-d10 11.40
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1672 (11.922 min): BF118240.D (-1667) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 R H. SNV e

157
S 1 143770171185 109 | 507 256 11.60 11.80 12.00 12.20

m/z 60.00 78 .10%

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 L S Emmasmms

11.60 11.80 12.00 12.20
m/z 43.10 74.18%

213
143 157171185 199

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

11.60 11.80 12.00 12.20

5000 m/z 41.05 65.27%
29
129
“ ?7 S ‘ 7 214

bl AL B L e L
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid el B ma R

43 60 73 11.60 11.80 12.00 12.20

m/z 55.05 65.05%

5000 129
29
199
‘ v 137171 190 I M LM
.?ﬁ.L.J.. ety e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 12.00 ng 458649 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Ethanol. 2-(tetradecvloxvy)- 258 C16H3402 002136-70-1 91
5 Cyclotridecane 182 C13H26 000295-02-3 90
Abundance Scan 2007 (13.892 min): BF118240.D (-2002) (-) m/z 57.05 100.00%

83

5000 \‘l
I
T

[é)]
~
=
=
=

139 13.60 13.80 14.00 14.20
182 211234 280
|y, 282 e N m/z 43.10 80.22%

m/z--> 50 100 150 200 250 300 350 400
Abundance #104183: 1-Octadecene
43
83
5000 LA L L L LB LB
13.60 13.80 14.00 14.20
111 m/z 55.10 70.25%
l [ l , 140 168 196 224 252
o B e T B
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57 97
e R am mae
13.60 13.80 14.00 14.20
5000 m/z 83.05 67.98%
125
29 153
O | 1) (153 182 210 238 266 311 412
e AL e E e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate i a B S S
57 13.60 13.80 14.00 14.20
m/z 71.05 64 .52%
83
5000
111
2 ‘ 169
139
SE Wi G R NN 71 () PO WORPPY ) ST
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\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 9
R.T. EstConc Area Relative to ISTD R.T.

14.20 2.86 ng 109239 Chrysene-di12 14 .05
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 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2059 (14.198 min): BF118240.D (-2057) (-) m/z 57.00 100.00%

57

5000

155 195 227249 282 355 13.80 14.00 14.20 14.40 14.60
m/z 71.10 80.17%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5|7
85
5000 | BN LI L L L LB LB L
13.80 14.00 14.20 14.40 14.60
29 m/z 43.05 79.06%
| ] IJ ] 11?1‘169 197 225 253 296
....,....,...,....,.... T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
517
T T
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 50.05%
} 113 141 169
| 757,141 169 197 225 253 281 309 337 365 437
B B o e o e O AL/ B o o i
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane R B EESE R
517 13.80 14.00 14.20 14.40 14.60
m/z 41.05 33.94%
5000 85
29 13 141
| ﬂ | 77,169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400 13. 80 14. OO 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .51 3.97 ng 151860 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 2112 (14.510 min): BF118240.D (-2109) (-) m/z 57.05 100.00%
57
5000
140 183 14.20 14.40 14.60 14.80
. ‘ 4 159 225 249 278 324 7 71.10 25 530}
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 LR BRI B B B
mmmmmmmm
m/z 43.10 71.99%
29 | . ]1}3‘ 141 169 197 226
m/z--> §o 160 150 260 250 360 3%0
Abundance #94346: Heptadecane
57
g5 14.20 14.40 14.60 14.80
5000 m/z 85.05 50.21%
29
L. | | l‘Jllﬁ3A 141 169 197 240
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #194493: Hexacosane LI L L L N BB
57 14.20 14.40 14.60 14.80
m/z 55.10 30.71%
5000 85
i i || M8 141 169 197 225 253 295 303 367
m/z--> 5'0 1(')0 150 2(')0 251;0 300 3&1;0 14 20 14. 40 14 60 14I8O
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Nonadecane, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.79 ng 145499 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
3 Eicosane 282 C20H42 000112-95-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2165 (14.821 min): BF118240.D (-2160) (-) m/z 57.10 100.00%
q7
85
5000
141 207 14.60 14.80 15.00 15.20
—_— ,J. ll '1 I ai08185 707 | 240 205285 885 L7z 71.05  79.79%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 LA UL BRI BN R
1460 14.80 15.00 15.20
m/z 43.10 64 .18%
29 113
L L L [T, 200 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
g7
85 1460 14.80 15.00 15.20
5000 m/z 85.10 57.48%
140
29 168
Pl L e g 2
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane R B L RAma nae
57 14.60 14.80 15.00 15.20
m/z 41.05 25.06%
85
5000
il ‘ L u\ Mt 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.80 ng 107417 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane 310 C22H46 000629-97-0 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2224 (15.168 min): BF118240.D (-2220) (-) m/z 57.10 100.00%
g7
85
5000
113 480 1500 1520 1540
3 141 185 14.80 15.00 15.20 15.40
L 4 Al Cafge1 185 210 245 277 386 Tl 08 68 00%
m/z--> 50 100 150 200 250 300 350
Abundance #71394: Pentadecane
57
5000 85 U AR PR R B B
mmmmmmmm
29 m/z 43.05 57.87%
ALl e 22
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 14,80 15.00 15.20 15.40
5000 m/z 85.10 54_.12%
29 113
P L [T M8 169 107 225 253 296
m/z--> éo 100 150 200 2%0 360 3éo
Abundance #175559: Tetracosane R B
57 14.80 15.00 15.20 15.40
m/z 55.05 28.42%
85
5000
29
] } | 11”\ (141 169 197 225 253 338
m/z--> éo 100 1éo 200 250 300 350 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118240.D

Aca On : 17 Dec 2019 21:44

Operator :© JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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, 1l1-decyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.00 2.59 ng 99608 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 80
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 68
4 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 68
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 68

Abundance Scan 2365 (15.998 min): BF118240.D (-2361) (-) m/z 57.10 100.00%

g7

85
5000

15.60 15.80 16.00 16.20 16.40

357
m/z 71.10 84.21%

155 180201223 253 281 307

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #83026: Hexadecane
57
5000 85 llllllllllllllllll
15. 60 15. 80 16 00 16. 20 16. 40
20 113 m/z 43.10 75.56%
226
SR e e 2
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57
R e R E e o R
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 60.56%
\ l 113 141 337
3 | 77,14 169 197 225 253 295 364 393 420
B o o o e B B A e e B e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #124147: 2-Bromotetradecane e e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 32.17%
85
5000
29
‘ l | J12T'3‘141 197
IIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 15. 60 15. 80 16 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121719\
Data File : BF118240.D

Acq On : 17 Dec 2019 21:44

Operator : JU

Sample - K6318-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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]
Butane, 2-methoxy... 2.15 9.6 ng 352984 1 6.86 737269 20.0
2-Pentanone, 4-hy... 5.07 15.2 ng 558724 1 6.86 737269 20.0
unknown6.63 6.63 88.5 ng 3261200 1 6.86 737269 20.0
n-Hexadecanoic acid 11.92 4.2 ng 186002 4 11.40 891482 20.0
1-Octadecene 13.89 12.0 ng 458649 5 14.05 764724 20.0
Heneicosane 14 .20 2.9 ng 109239 5 14.05 764724 20.0
Hexadecane 14 .51 4.0 ng 151860 5 14.05 764724 20.0
Nonadecane, 9-met... 14.82 3.8 ng 145499 6 15.54 768139 20.0
Pentadecane 15.17 2.8 ng 107417 6 15.54 768139 20.0
Tetracosane, 11-d... 16.00 2.6 ng 99608 6 15.54 768139 20.0
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