LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131368.D

Acqg On : 23 Nov 2022 18:53
Operator : CG\JU

Sample : N5641-14

Misc :

ALS vial : 7 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131368.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.122 3 6 13 rVB 50814 71471 2.27% 0.310%
2 2.334 33 42 48 rBV 1045575 1342236 42.66% 5.830%
3 3.546 245 248 261 rBV 20103 38510 1.22% 0.167%
4 5.187 522 527 536 rVB 340162 437082 13.89% 1.899%
5 5.569 586 592 595 rBV 2734751 2794515 88.82% 12.139%
6 6.569 755 762 765 rBV 2405219 2820081 89.64% 12.250%
7 6.951 823 827 830 rVB 984405 808937 25.71% 3.514%
8 7.516 917 923 926 rBV 1815848 1830273 58.18% 7.950%
9 8.133 1023 1028 1031 rBV 427208 330104 10.49% 1.434%
10 8.239 1040 1046 1049 rBV 1197149 1046502 33.26% 4.546%

11 9.322 1223 1230 1233 rBV 3417817 3146115 100.00% 13.
12 10.004 1338 1346 1349 rBV 1433526 1188158 37.77%
13 10.798 1473 1481 1484 rBV 1969752 1796808 57.11%
14 11.357 1567 1576 1578 rBV2 38007 41543 1.32%
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15 11.498 1596 1600 1603 rBV 1221590 1059222 33.67% 601%
16 11.563 1606 1611 1614 rVB5 29125 34453 1.10% 0.150%
17 11.886 1661 1666 1669 rBV 43203 34696 1.10% 0.151%
18 12.021 1682 1689 1697 rBvV2 116598 137362 4.37% 0.597%
19 12.280 1729 1733 1735 rBV3 29022 33485 1.06% 0.145%
20 13.098 1867 1872 1875 rBV 2487017 2293052 72.89% 9.960%
21 13.998 2022 2025 2027 rBV 39391 38118 1.21% 0.166%
22 14.157 2048 2052 2055 rVB 694458 648465 20.61% 2.817%
23 14.951 2184 2187 2190 rBV 36544 37418 1.19% 0.163%
24 15.315 2245 2249 2255 rVB2 54974 68755 2.19% 0.299%
25 15.692 2307 2313 2317 rBV 454846 601285 19.11% 2.612%
26 15.727 2317 2319 2325 rVB2 53404 65857 2.09% 0.286%
27 16.204 2395 2400 2407 rBV 58625 86861 2.76% 0.377%
28 16.751 2487 2493 2499 rBV2 40485 76087 2.42% 0.331%
29 17.398 2596 2603 2609 rBv4 31707 66883 2.13% 0.291%
30 18.162 2729 2733 2743 rVB3 18318 47233 1.50% 0.205%
Sum of corrected areas: 23021567
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\

BF131368.D
: 23 Nov 2022 18:53
: CG\JU
: N5641-14
: 7 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131368.D

Acq On : 23 Nov 2022 18:53
Operator : CG\JU

Sample : N5641-14

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
2.334  33.19 ng 1342240  1,4-Dichlorobenzene-d4 6.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance  Scan 42 (2.334 min): BF131368.D\data.ms (-33) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
o L B
‘ LQO ‘ 220 2.40 2.60
Ob oo bl e e m/z 43.05 46.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 \‘\\\\’\\\\’\\\\’
43.0 220 2.40 2.60
' 87.0 m/z 55.00 32.85%
29.0
M‘ | ‘\‘ ‘ LQ‘O ‘ |
O \‘\\\\‘\\\\‘\\\\‘\f\‘f‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SRR G
220 2.40 2.60
5000 410 550 m/z 87.10  26.96%
il
O il 11201290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- AN ma
73.0 220 240 2.60
m/z 41.10 15.44%
5000 43.0
58.0
29.0 ‘ 87.0
) A N 7 NN 'S AR A U i W ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131368.D

Acq On : 23 Nov 2022 18:53
Operator : CG\JU

Sample : N5641-14

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.187 10.81 ng 437082  1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 527 (5.187 min): BF131368.D\data.ms (-522) (-) m/z 43.00 100.00%
43.0
59.0
5000
R AR
. 101.0 4.80 5.00 5.20 5.40 5.60
0 bbbl e e e M/z 59.08 0 52.47%
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL R RN B
4.80 5.00 5.20 5.40 5.60
101.0 m/z 58.00 16.76%
0 29\0 1 M 8?70
H‘\H\‘\\H‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\\H‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
s B RR R o
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.00 15.10%
41.0
27.0 101.0
Oy i 730,880 L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15660: 3-Octanol B S
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.54%
5000
27.0 41.0 83.0
101.0
B N O N <Y DOV | RO 0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131368.D

Acq On : 23 Nov 2022 18:53
Operator : CG\JU

Sample : N5641-14

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.133 6.31 ng 330104 Naphthalene-d8 8.239

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
Abundance Scan 1028 (8.133 min): BF131368.D\data.ms (-1023) (-) m/z 57.10 100.00%
57.1
5000 L
R RRREEE e e
‘ 87.0 1321 7.80 8.00 8.20 8.40
o 382 bl oy 32 h/z 4s.ee 98.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 N N R RN R R
29.0 7.80 8.00 8.20 8.40
' 87.0 m/z 41.10 38.03%
O TTT ‘ \H“\ \“‘h‘\ \Mf \‘H\ \J‘l(\)?\.\o\ ‘ \]_\3‘}2.\0‘\ L ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T T
7.80 8.00 8.20 8.40
5000 m/z 56.00 15.05%
29.0
‘ ‘ 87.0
0y b Ul 2070 13201630
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-  ARmGRZAT R
45.0 7.80 8.00 8.20 8.40
m/z 75.00 14.20%
5000
89.0
0 Zf?nk’ M‘ 690 || | 1190 14401630
e LS AL E I S o o R AREREE
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131368.D

Acq On : 23 Nov 2022 18:53
Operator : CG\JU

Sample : N5641-14

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.021 2.59 ng 137362  Phenanthrene-di0 11.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1689 (12.021 min): BF131368.D\data.ms (-1682) (- m/z 60.00 100.00%

60.0
5000
129.1 1
213.2 o s

orl 1711 256.1 12.00
0“WH‘WHM m/z 43.00 98.11%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid AMN\MJKJWNﬂmMMyﬁLAMNW
60.0
5000 129.0 CT

12.00
m/z 73.00  92.20%

151018502130 256.0

O,
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T \
12.00
5000 129.0 m/z 57.00  73.65%
185.0
228.0
ssol ALY psro |
O 2l ”‘m‘“L‘MMJJH“H“H“_uuu‘u“u“_“w‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T ‘
73.0 12.00

m/z 55.00  73.52%

43.0
5000
129.0
1710 2140
101.0
150“ Ul ‘ u“ uhh (ﬁ“ mL T ‘ | ‘

\NM1uH\HH\u_\u_\u_\u_\u_\u_\u_\u_\u_\u_ —

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131368.D

Acq On : 23 Nov 2022 18:53
Operator : CG\JU

Sample : N5641-14

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.315 2.29 ng 68755 Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Heptacosane 380 C27H56 000593-49-7 87
3 Pentadecane 212 C15H32 000629-62-9 87
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 2249 (15.315 min): BF131368.D\data.ms (-2245) (- m/z 57.00 100.00%
57.0

g

5000
9.1 15.00 15.50
ob b b d L3592 2070 2591 3410 T s 05 61.16%
iz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — —

15.00 15.50
m/z 71.05 57.06%

9.0
F ; 141.0183.0225.0 282.0

m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane

o
a1
! _F
o e

15.00 15.50
5000 m/z 85.05 42.15%

150 L )

o

o Mw” h}4}9;830225026703090 380.(
e it
miz--> 50 100 150 200 250 300 350
Abundance #90192: Pentadecane
57.0 15.00 15.50
m/z 55.00 31.33%
5000
9.0

otsg Lo 220

miz--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\

Data File : B

Library Search Compound Report

F131368.D

Acq On : 23 Nov 2022 18:53
Operator : CG\JU

Sample : N5641-14

Misc

ALS vial : 7

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.203 2.89 ng 86861  Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Octadecane 254 (C18H38 000593-45-3 83
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Eicosane 282 (C20H42 000112-95-8 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2400 (16.203 min): BF131368.D\data.ms (-2395) (- m/z 57.05 100.00%

57.0
5000

——
5.0 207.0 16.00 16.50
o B S0 Wi a3.05  61.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298426: Octacosane
57.0
5000 — ——
16.00 16.50

m/z 71.05 54.36%

7.0
O‘\\“\‘\"\lJ\ﬁfL!H\%RT;C\)\\‘2\8\;_\“01\H[\3\\9\4‘.\(\)\\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141056: Octadecane
57.0

1&00 1&50
5000 m/z 85.05 43.03%
0\”J!Ahﬁfm?”‘W”%iﬁPW‘”W‘”W‘”‘W”‘W”‘W‘”W“ AWWVMﬁWﬁJ\MWWKwWMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane P P
57.0 16.00 16.50

m/z 55.00 21.92%

v MM

J 127-0197.0267.0337.0407.0 491.0562.0

1

0‘HJw\HW\H\M\M‘HH‘H\W\H\MH\M\H‘H\wuwwwuwww

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\

BF131368.D
: 23 Nov 2022 18:53
: CG\JU
: N5641-14
: 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Hentriacontane Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
16.750 2.53 ng 76087  Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2493 (16.751 min): BF131368.D\data.ms (-2487) (- m/z 57.00 100.00%

57.0
5000

——
16.50 17.00
3.1209.0

mw‘ L) A h“ ‘.\ O e 2 m/z 71.10  52.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0

5000 — e
16.50 17.00

m/z 43.00 51.89%

L ‘ h‘ | ‘x 11‘6‘90 2250  309.0 365.0 436.(
\\\T‘ \\’\\\f‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

——
16.50 17.00
5000 m/z 85.05

o

o

| M‘ ! h “\ a 1690 2250 296.0

m/z--> 0 100 150 200 250 300 350 400

Abundance #307033: Octacosane, 2-methyl- — —
57.0 16.50 17.00

m/z 41.00 18.30%

- WWW\MMW

u‘\ ]H || 169.0 2250 281.0 3650

o b e e

T —
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131368.D

Acq On : 23 Nov 2022 18:53

Operator : CG\JU

Sample : N5641-14

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Sulfurous acid, butyl penta... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
17308 2.22ng 66883 Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 80
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80

3 Tetratetracontane 619 C44H99 007098-22-8 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 72
Abundance Scan 2603 (17.398 min): BF131368.D\data.ms (-2596) (- m/z 57.00 100.00%
57.0
2000 NNJ\’\W
— —r
1 } 27.1 213.2283.1 17.00 17.50
O bbb b s S0 e M/z 43.00 57.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #257561: Sulfurous acid, butyl pentadecy! ester
57.0
5000 — e
17.00 17.50
m/z 71.10 50.63%
| ﬂ I J 27.0 211.0
O\\JVT‘\‘WW\“’M\d\l\“‘\\\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206617: Sulfurous acid, butyl dodecy! ester
57.0
— —
17.00 17.50
5000 ITI/Z 85.10 44 ,38%
1|1y 90
0 et e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane “ T
57.0 17.00 17.50
m/z 69.00 18.59%
0 ‘ ‘l J 127.0197.0267.0337.0  463.0 5610
T e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131368.D

Acqg On : 23 Nov 2022 18:53
Operator : CG\JU

Sample : N5641-14

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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|
Butane, 2-metho... 2.334 33.2 ng 1342240 1 6.951 808937 20.0
2-Pentanone, 4-... 5.187 10.8 ng 437082 1 6.951 808937 20.0
Ethanol, 2-(2-b... 8.133 6.3 ng 330104 2 8.239 1046500 20.0
n-Hexadecanoic ... 12.021 2.6 ng 137362 4 11.498 1059220 20.0
Eicosane 15.315 2.3 ng 68755 6 15.692 601285 20.0
Octacosane 16.203 2.9 ng 86861 6 15.692 601285 20.0
Hentriacontane 16.750 2.5 ng 76087 6 15.692 601285 20.0
Sulfurous acid,... 17.398 2.2 ng 66883 6 15.692 601285 20.0
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