LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

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-BF031820.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 2.122 3 6 14 rVB 246852 326233 4 .05% 0.406%
2 5.069 504 507 514 rVB 91329 117049 1.45% 0.146%
3 5.463 569 574 577 rBVY 7250951 7436751 92.43% 9.266%
4 6.475 740 746 749 rBVY 6766760 7313039 90.89% 9.112%
5 6.851 806 810 813 rBY 2359834 1880325 23.37% 2.343%
6 7.010 832 837 840 rVB 6391133 5786626 71.92% 7.210%
7 7.410 900 905 908 rBVY 4786088 4871243 60.54% 6.070%
8 8.133 1024 1028 1031 rBvV 2962759 2412593 29.99% 3.006%
9 9.216 1207 1212 1215 rBVY 8869505 8045751 100.00% 10.025%
10 9.604 1274 1278 1282 rBV 897089 723130 8.99% 0.901%

11 9.892 1323 1327 1331 rBV 3105927 2686943 33.40% 3.348%
12 10.098 1358 1362 1374 rBV2 82771 131788 1.64% 0.164%
13 10.680 1456 1461 1465 rBV 5171580 5151657 64.03% 6.419%
14 11.380 1576 1580 1583 rBV 3189400 2832317 35.20% 3.529%
15 11.404 1583 1584 1587 rVB 404362 233957 2.91% 0.292%

16 11.610 1612 1619 1625 rBV2 73791 93883 1.17% 0.117%
17 11.916 1667 1671 1682 rBV 1774693 1995246 24.80% 2.486%
18 12.169 1711 1714 1718 rBV2 91736 97915 1.22% 0.122%

19 12.592 1783 1786 1790 rBV 356429 343409 4.27% 0.428%
20 12.704 1801 1805 1819 rBV 1877589 2148567 26.70% 2.677%

21 12.821 1823 1825 1828 rVB 280485 237140 2.95% 0.295%
22 12.974 1846 1851 1854 rBV 7905414 7534082 93.64% 9.388%
23 13.216 1889 1892 1895 rVB3 68022 97316 1.21% 0.121%
24 13.551 1943 1949 1952 rBV2 172274 251306 3.12% 0.313%
25 13.868 2000 2003 2012 rBV2 1354291 1696777 21.09% 2.114%

26 14.021 2024 2029 2032 rBV 2136745 2100878 26.11% 2.618%
27 14.198 2054 2059 2064 rBvV 748975 724864 9.01% 0.903%
28 14.504 2106 2111 2118 rBV 1364338 1418124 17.63% 1.767%
29 14.815 2158 2164 2168 rBV 1541431 1804547 22.43% 2.249%
30 14.886 2174 2176 2182 rVB 106972 113959 1.42% 0.142%

31 15.062 2203 2206 2210 rBV3 66027 91878 1.14% 0.114%
32 15.157 2216 2222 2234 rVB 1774797 2264274 28.14% 2.821%
33 15.421 2264 2267 2273 rVB2 121403 187333 2.33% 0.233%
34 15.498 2274 2280 2283 rVV 1366090 1718357 21.36% 2.141%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.545 2283 2288 2296 rVB 1518962 2152538 26.75% 2.682%
36 15.986 2357 2363 2368 rBV 1081306 1703039 21.17% 2.122%
37 16.039 2368 2372 2381 rVB 155388 300931 3.74% 0.375%

38 16.498 2443 2450 2458 rBV2 481432 946008 11.76% 1.179%
39 17.104 2548 2553 2560 rVB2 144842 282450 3.51% 0.352%

Sum of corrected areas: 80254223
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\

BF119469.D

20 Mar 2020 13:45

CG/JuU

L1749-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 12

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

2.12 3.47 ng 326233 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 37
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 32
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 6 (2.122 min): BF119469.D (-3) (-) m/z 73.00 100.00%
73.0

—

5000 43.0
J 220 230 240 250
.,....',|-.|..~?f,°..|.-.,f.‘.".’.,.1?1.-9,....,....,1.69:1.,....,29‘?-?. m/z 43.00 44.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L L L LB L B}
55.0 2.20 2.30 2.40 2.50
39 m/z 55.00 34.95%
2ap 1 |l ao
B AL LA BB B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone
73.0
43.0

220 2.30 2.40 2.50
5000 m/z 87.00 25.97%

\ \‘M\ Jﬁ-o I, | 1020 4960

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #1997: Silane, tetramethyl- R R R

73.0 2,20 2.30 2.40 2.50
m/z 41.00 16.22%

5000
45.0
290 ,_88.0

B B B B o o o R R A aan e

m/z--> 20 40 60 80 100 120 140 160 180 200 2,20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 14.09 ng 1995250 Phenanthrene-d10 11.38
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 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1672 (11.921 min): BF119469.D (-1667) (-) m/z 60.00 100.00%
5000
213.2 U A UL UL AR
157.1185.1 256.2 o 11.60 11.80 12.00 12.20
L m/z 43.00 97.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43
5000
11.60 11.80 12.00 12.20
213.0 m/z 72.95 93.93%
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
430 |73-0
11!60 11)80 12)00 12!20 '
5000 129.0 m/z 57.00 83.60%
171.0
‘ 98.0 214.0
150/ ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95854: Pentadecanoic acid T T
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 55.00 74 .84Y%
5000
129.0 242.0
m/z--> "55"50' 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 20.45 ng 2148570 Chrysene-di12 14.02
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 95
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1804 (12.698 min): BF119469.D (-1801) (-) m/z 43.00 100.00%
3.0,73.0
5000
129.1
185.1 o i anan aolan ol
241.2 12.40 12.60 12.80 13.00
. 157.1 284.3
ol \ B Asy e A w/z 60.00 92.87%
m/z--> 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 R AR
12.40 12.60 12.80 13.00
1850 o410 2840 m/z 57.00 91.34%
1.
150 Ao [ ||
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 72.95 83.96%
L Hgﬂo 1570185021T0 256.0
| “ ll M | { ] | {
m/z--> 50 100 1%0 260 2%0 360 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R e AR A
43.0 12.40 12.60 12.80 13.00
m/z 55.00 81.09%
73.0
129.0
185.0
L “HL 2 \ F R AN - PN 17X
m/z--> 50 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 14
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.39 ng 251306 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 83
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
Abundance Scan 1949 (13.551 min): BF119469.D (-1943) (-) m/z 57.00 100.00%
57.0
5000 _,~Jﬂv~‘~_¢_¢JA,_\\sﬂﬁ_/\\_J&
—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—r
99.
155.1 207.0 260.2 13.20 13.40 13.60 13.80
e b, S0 200 Y Tm/z 43.10 0 49.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane

g

5000

13!20 13.I40 13!60 13.I80
m/z 71.10  48.09%

141.0 183.0 225.0 282.0
m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance #129502: Nonadecane, 9-methyl-
13.20 13.40 13.60 13.80
5000 m/z 85.10 30.26%
9.0 140.0
.| 1830 224.0 267.0
L o o e o o T [ AL B T o o B o B o I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59896: Tridecane, 2-methyl- B e e e e e e e
57.0 13.20 13.40 13.60 13.80
m/z 55.00 24 .75%
5000
9.0 155.0
2'0 d i J A i 198.0
|lll|llll|llll|llll|llll|llll|llll|llll|llll|ll —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
m/z--> 0 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptafluorobutyric acid, he... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 16.15 ng 1696780 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 2003 (13.868 min): BF119469.D (-2000) (-) m/z 57.05 100.00%
57.0
97.0
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
29.1 13.60 13.80 14.00 14.20
ol \ | Jl.ﬂ. y o 821 2300 2831 . m/z 43.05 87.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0
5000 AN N U SRR
13.60 13.80 14.00 14.20
160.0 m/z 55.00 86.42%
370 | . 2240 2690 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
970 13.60 13.80 14.00 14.20
5000 m/z 83.05 68.94%
e nl ‘ | 1%00 1820 2380 2830 3340
m/z--> 50 100 150 200 250 300 350 400 It
Abundance #155046: 1-Heneicosanol T T TR T
580 oo g 13.60 13.80 14.00 14.20
' m/z 97.05 56.64%
5000
190 | || ‘ | 1399 1820 2240 266.0 \ A\
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\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.20 6.90 ng 724864 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2059 (14.198 min): BF119469.D (-2054) (-) m/z 57.00 100.00%
57.0
5000 85.0
13. 1141 1 13.80 14.00 14.20 14.40 14.60
A DA 2141106011071 239.20671295232323550 | nso 43,05 58. 630
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 DU AU AN N R
85.0 13.80 14.00 14.20 14.40 14.60

m/z 71.05 53.23%
ﬂ13014101690197022502530281o 323.0351.0380.0

29.0l
.I I T I T T T T I T T T T I T T T T T T T T I T T T T I T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
N SN L S SRR
13.80 14.00 14.20 14.40 14.60
5000 85.0 m/z 85.05 38.91%
29.0
© i ﬂ13°14101690197022502530 295.0323.0 367.0
e L T e e B e B
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane AR RS iy
57.0 13.80 14.00 14.20 14.40 14.60
m/z 55.00 24 .15%
5000 85.0
29.0 13.0
ﬁ 141.0169.0197.0225.0253.0281.0309.0338.0
e e R BABaMEEEE S
m/z--> 50 100 150 200 250 300 350 13. 80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Eicosane, 10-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .50 13.50 ng 1418120 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 87
Abundance Scan 2110 (14.498 min): BF119469.D (-2106) (-) m/z 57.00 100.00%
57.0
5000
| lgg'o 1411 183.1 224.0254.1 294.2323.3 14.20 14.40 1460 1430 __
ol bl g 29D 1831 22402041 20425233 m/z 43.00 55.55%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 U DA A AR

14.20 14.40 14.60 14.80
m/z 71.05 50.92%

99.0
154.0
]y, T ass.0 239.0 2810

m/z--> 50 100 150 200 250 300 350

Abundance #209566: Octacosane
57.0
R e R AR
14.20 14.40 14.60 14.80
5000 m/z 85.05 36.64%
99.0
27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
e L e e e e e BB A e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R R a s e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 22.66%
5000
99.0
Ll |, 1410 1830 2250 267.0 309.0  367.0
e e e R R R e e S R
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
BF119469.D

20 Mar 2020 13:45

CG/Ju

L1749-01

6 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10 Octacosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.82 21.00 ng 1804550 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2165 (14.821 min): BF119469.D (-2158) (-) m/z 57.05 100.00%
57.0
5000
| ﬁO}M1man2m1mm3w3 394.4 1480 1480 1500 520
oLt bl 4 10322141 2031 2052 337.3 394 m/z 43.05 57.42%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 71.10 51.81%
27|o| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #202662: Heptacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 40.85%
99.0
27,00 | | Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 200 250 300 3éo '
Abundance #100330: 2-Bromo dodecane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.46%
5000
99.0 169.0
."71.01 Ao T aame
m/z--> 50 100 150 200 250 300 350 14.60 1480 1500 1520

8270-BF031820.M Mon Mar 23 05:07:40 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hentriacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.16 26.35 ng 2264270 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90

Abundance Scan 2223 (15.162 min): BF119469.D (-2216) (-) m/z 57.05 100.00%

5000

14.80 15.00 15.20 15.40

141.1
o 183.2 225.1 295.3 337.3 379.3 m/z  71.10 55_13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000
14.80 15.00 15.20 15.40
m/z 43.00 54 _49%
99.0
2500 | 4 4, 1410 1830 225.0 267.0 323.0 380.0
L I e e B e LA B e B LN B e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 42.04%

99.0
‘ ||l |y 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 21 .59%
5000

L] 410 1830 2250 267.0 309.0 3520

T T
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF031820.M Mon Mar 23 05:07:41 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 19.82 ng 1703040 Perylene-di12 15.50
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 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74
Abundance Scan 2364 (15.992 min): BF119469.D (-2357) (-) m/z 57.05 100.00%
5%.0
5000 l
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
1411 15.60 15.80 16.00 16.20 16.40
I J || L0 1831 2391 2832 337.2 3931 m/z 71.10 55.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000
15.60 15.80 16.00 16.20 16.40
%. m/z 43.05 54 _55%
2qo| s “ . }410 1830 2250 281.0 337.0 3940
m/z--> éo 100 150 200 250 360 3%0 460
Abundance #194494: Hexacosane
57.0
15,60 15.80 16.00 16.20 16.40
5000 m/z 85.05 41 .53%
99.0
260l | | 4 | | 2410 1830 2250 267.0 3090 3660
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #141426: Heneicosane
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.64%
5000
99.0
26/0) | |l | J | 1410 1830 2250 296.0
m/z--> 5'0 100 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 15 60 15. 80 16. oo 16 20 16. 40

8270-BF031820.M Mon Mar 23 05:07:41 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Cyclohexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.50 ng 300931 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 90
2 Behenic alcohol 326 C22H460 000661-19-8 86
3 1-Nonadecene 266 C19H38 018435-45-5 83
4 Z-8-Hexadecene 224 C16H32 1000130-87-5 55
5 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 53
Abundance Scan 2372 (16.039 min): BF119469.D (-2368) (-) m/z 83.00 100.00%
43.0] 83.0
25.0
HREUR DAL SRR BRI B
| L1 ' m/z 57.05 98.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
54.0
97.0
15.80 16.00 16.20 16.40
m/z 43.05 96 .27%
2 Lm0 o 210
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
a3g 830
15,80 16.00 16.20 16.40
5000 m/z 97.05 86.47%
25.0
1‘\ Wl ‘\ N t L \}‘ 1 %!'6.70 210.0 25002800
m/z--> 50 100 150 200 250 300 350 400
Abundance #115905: 1-Nonadecene R B R A man e R
41,0 15.80 16.00 16.20 16.40
m/z 69.00 78 .56%
83.0
5000
’ rzao
LT aeso 266.0
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF031820.M Mon Mar 23 05:07:42 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 15 Docosane, 11-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.50 11.01 ng 946008 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2450 (16.498 min): BF119469.D (-2443) (-) m/z 57.10 100.00%
5%.1
0 \“x_w~ﬁ,»A~V"j\_~w*_,,_awA_
’99 0 16.20 16.40 16.60 16.80
141 1 : : : :
ol Ll pd gy ML 1831 2957 2671 323571 | 43705 55200
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 AR DA DU SR
mmmmmmmm
99.0 m/z 71.05 53.46%
2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #194500: Docosane, 11-butyl-
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.05 40.31%
} Fgo
‘ jquFWNMZN%wmwo3w%%mmo
m/z--> 55 160 150 200 250 300 3éo
Abundance #185533: Pentacosane TR T TR T
57.0 16.20 16.40 16.60 16.80
m/z 55.00 21.68%
- lj\\’\/\\—/LM
27,0| ] l J 1410 1830 2250 267.0 3000 352.0
m/z--> m m @ ﬁ 250 300 ﬁ ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119469.D

Aca On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 16 Eicosane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.10 3.29 ng 282450 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Hexacosane 366 C26H54 000630-01-3 74

Abundance Scan 2552 (17.098 min): BF119469.D (-2548) (-) m/z 57.00 100.00%

51.0
5000

16.80 17.00 17.20 17.40

]][13-1 169.1222.0 278. 1 340.9

UMM W I ¥ X B e e 013 N S m/z 71.10 54.05%
m/z--> 0O 50 100 150 =200 250 300 350 400 450 500 550 600
Abundance #141430: Eicosane, 2-methyl- WJ\MJ‘
57.0
5000 A R SUMI SRR I
16. 80 17. 00 17. 20 17. 40
m/z 43.00 52.29%
113.0 53.0
2,0 | J 1890,
m/z--> (I) 5|0 l(I)O 150 200 250 300 350 400 4é0 5(I)O 55|O 6(I)O
Abundance #141426: Heneicosane
57.0
16.I80 17.|00 17.|20 17.I40
5000 m/z 85.00 39.01%

113.0
Ut 16902250 2960

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

i

Abundance #241528: Tetratetracontane I o B L
57.0 16.80 17.00 17.20 17.40
m/z 69.05 16.69%
- VWWWMMWM/\
3.0

,169.0 2250 281. 0 337.0 393.0 449.0 505.0 562.0 617.0

|
R R B S B B SR LS KRS SRS LA RS LR AL A AR DA

|
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 80 17. 00 17. 20 17. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032020\
Data File : BF119469.D

Acq On : 20 Mar 2020 13:45

Operator : CG/JU

Sample : L1749-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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... 2.12 3.5 ng 326233 1 6.85 1880330 20.0
n-Hexadecanoic acid 11.92 14.1 ng 1995250 4 11.38 2832320 20.0
Octadecanoic acid 12.70 20.4 ng 2148570 5 14.02 2100880 20.0
Eicosane 13.55 2.4 ng 251306 5 14.02 2100880 20.0
Heptafluorobutyri... 13.87 16.1 ng 1696780 5 14.02 2100880 20.0
Heptacosane 14.20 6.9 ng 724864 5 14.02 2100880 20.0
Eicosane, 10-methyl- 14.50 13.5 ng 1418120 5 14.02 2100880 20.0
Octacosane 14.82 21.0 ng 1804550 6 15.50 1718360 20.0
Hentriacontane 15.16 26.4 ng 2264270 6 15.50 1718360 20.0
Heneicosane 15.99 19.8 ng 1703040 6 15.50 1718360 20.0
Cyclohexadecane 16.04 3.5 ng 300931 6 15.50 1718360 20.0
Docosane, 11-butyl- 16.50 11.0 ng 946008 6 15.50 1718360 20.0
Eicosane, 2-methyl- 17.10 3.3 ng 282450 6 15.50 1718360 20.0
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