LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127748.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.575 385 389 395 rBV 311784 345842 16.82%  3.330%
2 5.575 555 559 569 rVB 228318 222612 10.83% 2.144%
3 6.575 726 729 734 rBV 383462 308080 14.98%  2.967%
4 6.963 792 795 799 rBV 873143 737535 35.86% 7.102%
5 7.522 887 890 898 rBV 338964 277267 13.48% 2.670%

6 8.251 1010 1014 1017 rBV 1127222 888174 43.19%
7 9.322 1193 1196 1200 rBV 622579 509556 24.78%
8 10.010 1310 1313 1317 rVB 1101566 890662 43.31%
9 10.798 1444 1447 1454 rBV 130735 137064 6.67%
10 10.910 1463 1466 1470 rBV2 79166 101251 4.92%
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11 11.357 1539 1542 1545 rBV2 81956 108525 5.28%
12 11.386 1545 1547 1550 rVB 132212 109670 5.33%
13 11.504 1564 1567 1570 rBV 940048 776269 37.75%
14 11.545 1570 1574 1577 rVV2 139901 164607 8.00%
15 11.739 1604 1607 1610 rBV 114883 108287 5.27%
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16 11.786 1612 1615 1617 rBV 183048 162325 7.89%
17 11.951 1641 1643 1645 rBvV2 117190 121226 5.89%
18 12.198 1683 1685 1688 rBV 360051 354492 17.24%
19 12.480 1731 1733 1737 rBV 471589 548217 26.66%
20 12.592 1750 1752 1755 rBV 497539 479339 23.31%
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21 12.698 1768 1770 1773 rBV2 414190 444235 21.60%
22 12.733 1774 1776 1779 rBV ~ 456969 532817 25.91% 5.131%
23 13.098 1834 1838 1843 rBV3 967033 2056426 100.00% 19.803%
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Sum of corrected areas: 10384478
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF127748.D\data.ms
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7000000
6000000
5000000
4000000
3000000

2000000
8.251 10.010

1000000 A 0.322 ﬂ
o L

— — — —
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: BF127748.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.575 9.38 ng 345842 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 389 (4.575 min): BF127748.D\data.ms (-385) (-) m/z 83.10 100.00%
55.0 83.1
5000 43.0 8.1
R Eama e REaRaRE
‘ 67.0 4.20 4.40 4.60 4.80
0 S AL M [N MR m/z 55.05 95.71%
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Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L LA L LN B N R
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.00 39.12%
‘ L ) 670 | ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
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Abundance #3553: 3-Hexen-2-one
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Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- e A RARES R
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m/z 39.10  28.70%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentadecanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.910 2.61 ng 101251  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 70
2 2-Nonadecanone 282 C19H380 000629-66-3 53
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 50
4 Hexadecane 226 Cl6H34 000544-76-3 35
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 35

Abundance Scan 1466 (10.910 min): BF127748.D\data.ms (-1463) (- m/z 43.10 100.00%

43.1
5000
85.0
—
11.00
27.0 168.1 226.3
ol mﬂ ““lh J“MW 270 I m/z 58.00 83.65%
m/z--> 50 100 150 200 250
Abundance #107144: 2-Pentadecanone
58.0
5000 T
11.00
m/z 57.00 71.58%
96.0
27‘.0‘ h | ‘\ | 127.0 168.0 226.0
O ‘\“ “‘1‘ \“‘\H‘i e T e T e A ——
m/z--> 50 100 150 200 250
Abundance #176349: 2-Nonadecanone
58.0
—
11.00
5000 m/Z 71.05 66.24%
6.0
0 27\‘0\‘\ Al H‘M \H\ \hn m‘12\7'0 180.0 222.0 28\2(
el e R S e e R A
m/z--> 50 100 150 200 250
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester T
43.0 11.00
m/z 41.00 52.02%
5000
85-0
ol e o
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.357 2.80 ng 108525  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 1542 (11.357 min): BF127748.D\data.ms (-1539) (-] m/z 57.05 100.00%
57.0

5000 0 WM
113.1 11‘06 El.l‘Sd
141.1169.2 231.2 : :
0 m,wi‘m!“ ol SR EI0021962 23122600 T s 1 70.87%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #45480: Dodecane
57.0
5000 - T
85.0 11.00 11.50
29.0 m/z 71.10 68.86%
112.0 170.0
0 \\\’\‘\‘\\“\\\H’\\“}\“l\\\H‘\\”\‘\‘\]-\Ai.‘]T\O\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
— —
11.00 11.50
71.0 -
5000 m/z 85.05 47.61%
9
ol Ll 01270 16801970 9310 261
H‘V‘H_‘H,HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #123958: Heptadecane I 7
57.0 11.00 11.50
m/z 41.05 37.75%
5000 85.0 M/\/WM\A
29.0
L 3011016901070 2400
e LR R L R SRS RERARRE — —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.386 2.83 ng 109670  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Decane, 3-methyl- 156 C11H24 013151-34-3 72
3 Decane, 5-propyl- 184 C13H28 017312-62-8 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59
Abundance Scan 1547 (11.386 min): BF127748.D\data.ms (-1545) (1  m/z 57.10 100.00%
57.1
5000 M
ll‘Od El.l‘Sd
41.1 192.1 ' :
om‘wu‘lww‘HH_‘““2‘3‘3‘2‘””_”‘_‘” m/z 71.10  85.79%
mlz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
11.00 11.50
m/z 43.10 41.91%
ol ‘ | ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #33092: Decane, 3-methyl-
57.0
— ——
11.00 11.50
5000 m/z 85.10 41.26%
127.0
obldbb b 1
miz--> 50 100 150 200 250 300 350
Abundance #59032: Decane, 5-propyl- T T
57.0 11.00 11.50
m/z 55.05 24.28%
5000
112.0
S I 7 O
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.739 2.79 ng 108287  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Pentacosane 352 (C25H52 000629-99-2 90
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 87

Abundance Scan 1607 (11.739 min): BF127748.D\data.ms (-1604) (- m/z 57.10 100.00%

57.1
5000
1150 12,00
141.2 . .
[ — w‘““ Linip 822252 2763 0 7110 90.21%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 7 —
11.50 12.00
m/z 43.10 57.62%
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
— —
11.50 12.00
5000 m/z 85.10 49.02%
9.0
2260
otso Ll L oamoe0
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane 7 —
57.0 11.50 12.00
m/z 55.10 25.65%
5000
9.0
ey “““““““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.786 4.18 ng 162325  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heptadecane 240 C17H36 000629-78-7 83
3 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80
4 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1615 (11.786 min): BF127748.D\data.ms (-1612) (1 m/z 57.10 100.00%
57.1

5000 xjAAAAMNvAkk“ﬁMNmAKA
—— —
. 140.2 183.2 225.2 1150 12.99
ol i ld 1402183222522683 .7 43.10  70.52%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 7 —
11.50 12.00
m/z 71.10 60.76%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
—— —
11.50 12.00
5000 ITI/Z 85.10 40.61%
0 \‘ Ll F u\ J 141.0183.0 240.0
A
m/z--> 50 100 150 200 250 300 350
Abundance #141066: Heptadecane, 2-methyl- — —
43.0 11.50 12.00
m/z 41.10 34.27%
5000
5.0
e b PR — e —— —
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1@-Methylnonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.951 3.12 ng 121226  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 64
2 Eicosane 282 C20H42 000112-95-8 53
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 53
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 50
5 Silane, trichlorodecyl- 274 C10H21C13Si 013829-21-5 46

Abundance Scan 1643 (11.951 min): BF127748.D\data.ms (-1641) (- m/z 57.10 100.00%
57.1

%

97.1
5000
12.00
154.1 .
0 \\\‘J‘MMWJMMLW\WwMﬂ“\w%ﬁgﬁ\ ?3%2“‘2?9? m/z 71.10 73.25%
m/z--> 50 100 150 200 250
Abundance #176388: 10-Methylnonadecane
57.0
5000 T T
12.00
99.0 154.0 m/z 43.10 72.45%
oL ‘u“ \“ o u”\ ‘\H\‘\‘\L - “\‘ . ‘2‘67"0‘ -
m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0

T
12.00

5000 m/z 97.10 57.77%

99.0
gy 1410 1830 2250 2820

oL 260

\

. T ‘ \H T T T ‘ . T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #287349: Octadecane, 1-iodo- —
57.0 12.00
m/z 55.10 55.05%
5000
‘ %0 iss0
oto0l LI L[ [ 1, 10 aoro 230 -
miz--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Dodecane, 2-methyl-6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.198 9.13 ng 354492  Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 90
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 1685 (12.198 min): BF127748.D\data.ms (-1683) (- m/z 57.10 100.00%
57.1

5000 MMJW
—— —
9.1 12.00 12.50
- J Ly 3411183.2 2393 290.43312 m/z 43.10  67.46%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — ——
12.00 12.50
m/z 71.10 63.67%
9.0 140.0
182.0
0+ ‘\““\ “‘\“‘\h“ \”‘\‘\ xh T \“\ ‘\22\6\(\)‘ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
12.00 12.50
5000 m/Z 85.10 46.95%
9.0
oL, | 1] ;141.0183.0225.0 281.0 337.0 394.
e e
m/z--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl- — —
43.0 12.00 12.50
m/z 41.10 30.80%
5000 5.0
126.0 0
ol Al T eeo I
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.480 14.12 ng 548217 Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1733 (12.480 min): BF127748.D\data.ms (-1731) (1 m/z 57.10 100.00%
57.1

5000 M
0 a0
41 2 ’
ok m‘““ b f 11121832 231227313134 3652 [/, 7110  56.08%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T
12.50
m/z 43.10 45.63%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
—
12.50
5000 ITI/Z 85.10 34.75%
m/z--> 50 100 150 200 250 300 350
Abundance #123966: Hexadecane, 3-methyl- —
57.0 12.50
m/z 41.10 21.92%
5000 M
|1 p20 o 2o
ol ——
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.592 12.35 ng 479339  Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 1752 (12.592 min): BF127748.D\data.ms (-1750) (- m/z 57.10 100.00%
57.1
5000 M
9.1 colen ‘
12.50
141 2 191 2
obrrrdd A “‘w“‘, LA 252229218312 /7 43,10 65.04%
miz-> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 — :
12.50
m/z 71.10 64.46%
99.0
01\5\0‘\ \‘ ‘\ ‘!‘ “‘ “‘ \“ \%4\].’0\ T \1\9?.(\)\ T ’ T T T ’ T T T
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
R \
12.50
5000 m/z 85.10 46.59%
99.
oL L1 1177 14101830 2250 2680
Ll et e
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane T
57.0 12.50
m/z 41.10 28.38%
5000
99.0
ol15. o‘ LAl 24101830 2250 2960
el A ——
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Dotriacontane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.698 11.45 ng 444235  Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1770 (12.698 min): BF127748.D\data.ms (-1768) (-, m/z 57.10 100.00%
57.1

5000 M
1 e P
]1 183.2 12.50 13.00
ol ‘”‘wuw‘ AT 29923041 3733 /7 7110 71.91%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 — e
12.50 13.00
m/z 43.10 59.69%
0 i J‘ “\ ‘h]m \‘ ‘ J l \ \225 0 295.0 351.0 449(
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #132769: 2-Bromo dodecane
57.0
e e
12.50 13.00
5000 m/z 85.10 37.63%
]TLS.O 169.0
oL T T 20
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — ——
57.0 12.50 13.00
m/z 55.10 35.37%
5000 M
oL LT a0 a0 T
m/z--> 50 100 150 200 250 300 350 400 450 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Tridecane, 1-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.733 13.73 ng 532817 Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 9-Methylheneicosane 310 C22H46 070475-51-3 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Docosane 310 C22H46 000629-97-0 70
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 64
Abundance Scan 1776 (12.733 min): BF127748.D\data.ms (-1774) (- m/z 57.10 100.00%
57.1
—— —
| 99\1 1402 1832 2252 2814 12500 1300
ob A by 2708 1892 2252 2814 833 .., 43,10 71.23%
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 —r ——
12.50 13.00
m/z 71.10 63.96%
‘ 99.0 183.0
04 “\‘ ‘\“‘“‘\ ““ \“‘\ “‘ \‘ \%4\‘1.‘0‘\ T \‘\ LA B \3‘1\0\0\ T
miz-> 50 100 150 200 250 300
Abundance #212285: 9-Methylheneicosane
57.0
—— —
12.50 13.00
5000 m/z 85.10 52.64%
140.0
‘ 99.0 196.0
bl by o 1 mso o
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 12.50 13.00
m/z 41.10 29.86%
5000 M
O‘A‘W‘M‘wwu\ T I e R T S TR — —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041122\
Data File : BF127748.D

Acqg On : 11 Apr 2022 19:49
Operator : CG\JU

Sample : N2349-19 5X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-one,... 4.575 9.4 ng 345842 1 6.963 737535 20.0
2-Pentadecanone 10.910 2.6 ng 101251 4 11.504 776269 20.0
Dodecane 11.357 2.8 ng 108525 4 11.504 776269 20.0
Heptacosane 11.386 2.8 ng 109670 4 11.504 776269 20.0
Hexacosane 11.739 2.8 ng 108287 4 11.504 776269 20.0
Heptadecane 11.786 4.2 ng 162325 4 11.504 776269 20.0
10-Methylnonade... 11.951 3.1 ng 121226 4 11.504 776269 20.0
Dodecane, 2-met... 12.198 9.1 ng 354492 4 11.504 776269 20.0
Tridecane 12.480 14.1 ng 548217 4 11.504 776269 20.0
Tetradecane 12.592 12.4 ng 479339 4 11.504 776269 20.0
Dotriacontane, ... 12.698 11.4 ng 444235 4 11.504 776269 20.0
Tridecane, 1-iodo- 12.733 13.7 ng 532817 4 11.504 776269 20.0
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