LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124357.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.981 490 492 499 rBB2 18943 20765 1.10% 0.228%
2 5.404 561 564 575 rBV 474429 455622 24.09% 5.001%
3 6.428 735 738 752 rBB 269690 272117 14.39% 2.987%
4 6.781 795 798 803 rBB 300382 227774 12.05%  2.500%
5 7.351 890 895 898 rBV 907341 851604 45.04%  9.348%

6 8.063 1013 1016 1020 rBV 337529 296152 15.66% 3
7 9.145 1196 1200 1203 rBV 2140242 1657394 87.65% 18.
8 9.292 1222 1225 1235 rVB 119421 111293 5.89% 1.222%
9 9.822 1311 1315 1318 rBV 505289 366258 19.37% 4
10 10.586 1442 1445 1446 rBV 52196 46760  2.47% O

11 10.616 1446 1450 1453 rVB 1434714 1143185 60.45% 12.548%
12 11.310 1564 1568 1572 rBV 514754 404328 21.38% 4.438%
13 11.839 1654 1658 1665 rBV2 76608 85975 4.55%  0.944%
14 12.621 1788 1791 1805 rVB6 35527 77123 4.08% 0.847%
15 12.904 1834 1839 1842 rBV 1923956 1890982 100.00% 20.757%

16 13.174 1878 1885 1886 rBV3 23082 38116  2.02%
17 13.192 1886 1888 1897 rVB4 31216 60789  3.21%
18 13.957 2014 2018 2021 rVB 395410 339970 17.98%

ORPrWOoOOo
~N
w
N
R

19 14.245 2057 2067 2074 rBvV4 41051 104489 5.53% 147%
20 14.415 2091 2096 2100 rBV2 16740 20562 1.09% 226%
21 14.721 2142 2148 2150 rBV3 34998 43402 2.30% 0.476%
22 14.992 2186 2194 2195 rBV6 23099 33449 1.77% 0.367%
23 15.010 2195 2197 2201 rVvV4 23369 33949 1.80% 0.373%
24 15.051 2201 2204 2207 rVB2 29061 28830 1.52% 0.316%
25 15.410 2255 2265 2275 rVB 232853 344367 18.21% 3.780%
26 15.851 2335 2340 2348 rVB4 42249 90424 4.78% 0.993%
27 16.345 2416 2424 2428 rBvV4 22654 41316 2.18% 0.454%
28 16.921 2518 2522 2527 rVB5 13127 23291 1.23% 0.256%
Sum of corrected areas: 9110286
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 5

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\

BF124357.D
: 17 Jun 2021 11:38
Ju/CG
: M2678-11
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Vanillin Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.292 6.08 ng 111293  Acenaphthene-die 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 96
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 87
3 Benzaldehyde, 3-(chloroacetoxy)-... 228 C10H9C104 066267-38-7 72

4 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803
5 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803

000673-22-3 72
000487-69-4 58

Abundance Scan 1225 (9.292 min): BF124357.D\data.ms (-1222) (-) m/z 151.05 100.00%

151.1
5000 81.1
109.0 A
520 L L L L B L B BRI
m “ 9.00 9.20 9.40 9.60
0 m_m‘uW‘M”uumwww“_Wwwww m/z 152.05  82.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25794: Vanillin
151.0
5000 L B R B L AL B
9.00 9.20 9.40 9.60
109.0 %
53.0 ‘ m/z 81.10 49.41%
O\\\‘\‘\‘\\“‘\\“H‘\“H‘\\\H}\\\\‘\1\\‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25874: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
e
9.00 9.20 9.40 9.60
5000 m/z 109.00 26.28%
81.0
290 53.0 109.0
oHu_h‘m"“‘”4“‘”‘”;‘m_!‘www E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83881: Benzaldehyde, 3-(chloroacetoxy)-4-methoxy- A AEmmaaEE S R
152.0 9.00 9.20 9.40 9.60
m/z 52.00 17.95%
5000
s10 o0 1090
ohhddd L | yeo  wse
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.839 4.25 ng 85975  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1658 (11.839 min): BF124357.D\data.ms (-1654) (- m/z 73.10 100.00%

73.1
43.0
5000
129.1
2131

| ‘ 184.9 ‘ 2561 1150 12.00
— N"HlUH‘LH‘_H‘JAN_H‘_M‘_HJ_ m/z 57.10  99.10%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
5000

11.50 12.00
129.0 m/z 59.95 95.94%

256.0
\H‘\‘\H‘H\ \H!M \”\‘\ M“\ \‘H“Hw\‘H‘H‘\%?ﬁ\?‘%‘sﬁ\c\)‘z\:\l‘f‘o\\\\‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #50052: Undecanoic acid
60.0

o

o

11.50 12.00
5000 29.0 m/z 54.95 95.34%
129.0
87.0
T | oo

OH“‘!\H il ‘h‘H"‘}h‘H““H‘“‘H‘“‘H“\‘H‘HH‘HH‘HH“

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid i —
43.0 73.0 11.50 12.00

m/z 42.95 74.08%

5000 129.0
199.0
@ ]
015-OL L \‘ il 4l Hu \H ‘\H i ‘ | ‘
\u‘uu‘uuuuuu‘uu‘u\\‘uu‘\\u‘uu‘uu‘uu‘uu‘\

m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.621 3.81 ng 77123  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 53
2 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 38
3 Pentadecanoic acid 242 C15H3002 001002-84-2 37
4 Undecanoic acid 186 C11H2202 000112-37-8 35
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 32

Abundance Scan 1791 (12.621 min): BF124357.D\data.ms (-1788) (-1 m/z 59.95 100.00%

60.0
5000
129.0 1851 241.3 MMMM AL mmﬂ‘r\hm
M H‘ ‘ 28‘4'4 12.50 13.00
0l “,ﬂ““““,““““M“‘ R R m/z 73.05 85.56%
mlz--> 5 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43.0
5000
1290 284.0 12.50 13.00
m/z 57.00 83.90%

3.
| H‘ ‘ 185.0 241.0
O\“\H““W\H\“h" M‘m ‘\‘\‘ ‘\“‘\’ e, ““H‘\“HH“H‘
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0 /M
T

=

155.0 12.50 13.00
5000 ' m/z 55.00 73.07%
29. 115.
0! ‘\“H H‘\ M‘ Ll 217 0 279.0 330.0 387.
d e e
miz--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid —— —
73.0 12.50 13.00

m/z 41.05 68.99%

5000 129.0 ML/VW
29.
199.0 242.0
“ Hd u‘\ \\‘M \‘H‘\ il ‘ ‘ ‘ ‘ ‘ ‘ WMWWN\M W

m/z--> 50 100 150 200 250 300 350 12. 50 13. 00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Undecane, 5,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.174 2.24 ng 38116 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 59
2 7,7-Diethylheptadecane 296 C21H44 1000360-41-5 59
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
4 Heptacosane 380 C27H56 000593-49-7 50
5 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 47
Abundance Scan 1885 (13.174 min): BF124357.D\data.ms (-1878) (. m/z 57.05 100.00%
57.0
5000
99.1 WMW
h ‘ 141.1 207.1 281.€ 13 00 13 50
o‘_m\‘hH“_H“‘!‘H“‘HwH_m_J",mwMw,www‘m m/z 71.10  59.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48871: Undecane, 5,5-dimethyl-
57.0
5000
13.00 13.50
. 99.0 m/z 43.10  40.29%
O\‘\u'\\“‘i\\‘!‘\I‘H‘\‘\\\“‘\\\\‘\‘ﬁ\()‘\\\\]-‘(\s\s)\\(’)\\\\‘\\\\‘\\H’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141435: 7,7-Diethylheptadecane
57.0
— —
13.00 13.50
5000 m/z 85.05 29.70%
99.0
267.0
0 M L ﬂ 1550 197.0 237.0 |
‘_‘H_H‘_Hw‘HWH‘WHH_‘H_H‘VHW‘HWH‘WHH_‘H_H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0 13.00 13.50
m/z 69.00  28.46%
5000
113.0
169
o240 H L] 198.0 238.0267.0
‘_‘HMH‘_HW‘HWH‘WHHM‘H_H‘MHW‘HWH‘WHH_‘HMH
m/z--> 20 40 60 80 100120140160180200220240260280 13 00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown13.192 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.192 3.58 ng 60789 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, pentyl tridecyl ... 334 C18H3803S 1000309-14-6 32
2 Sulfurous acid, hexyl undecyl ester 320 C17H3603S 1000309-13-3 28
3 Sulfurous acid, hexyl tetradecyl... 362 C20H4203S 1000309-13-6 28
4 Valeric acid, 2-tetradecyl ester 298 C19H3802 055193-14-1 25
5 Octan-2-yl 2-methylbutanoate 214 C13H2602 1000372-74-3 25

Abundance Scan 1888 (13.192 min): BF124357.D\data.ms (-1886) (- m/z 85.20 100.00%

85.2
5000 55.1
207.0
H M Hl\&o 1602 13.00 13.50
ob et L 2092wz 71.10 56.25%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #172307: Sulfurous acid, pentyl tridecyl ester
71.0
43.0
5000
13.00 13.50
m/z 55.10 45.13%
97.0
0 il ﬁ‘ﬁ $ I \92?01541)1§§0 235.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #161089: Sulfurous acid, hexyl undecyl ester
85.0
43.0
— —
13.00 13.50
5000 m/z 82.40 31.90%

L) ] uso 1850 570

R R S L R N e e e R RRRARERER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #191845: Sulfurous acid, hexyl tetradecyl ester 1ty ooy I
43.0 85.0 13.00 13.50

m/z 99.20 31.44%

o

e

5000

o"w»J;‘N!\‘w\u\WH»"”%%:?“‘1‘4&-‘9598‘-9%?E-F?"_“34\9‘-‘9‘\ Y EPLY

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Hexacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.245 6.15 ng 104489 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83

Abundance Scan 2067 (14.245 min): BF124357.D\data.ms (-2057) (- m/z 57.05 100.00%

57.0
5000

‘ ‘9‘%410 9210 2810 14.00 14.50
ob LA T e m/z 71.00  63.81%

m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000

14.00 14.50
m/z 43.05 40.93%
|

Ay h\ | 1*}0183.0225.0267.0300.0 366.0
\\\\‘ \\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0

o

14 00 14 50
9.0
0 lsq ) uh\ u‘\w “‘\‘ h %4% (\)]\'83 0 225 0267.0309.0 380.(
R B T AL e
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0 14.00 14.50

m/z 55.05 25.92%

| 141018205559 281.0375 9

0 ““‘ukwﬂk‘u‘“‘““““““““r‘,““
miz--> 50 100 150 200 250 300 350 14.00 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Hexadecane, 1-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.721 2.52 ng 43402 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 64
2 Tritetracontane 605 C43H88 007098-21-7 53
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 50
4 Hexatriacontane 507 C36H74 000630-06-8 50
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 50

Abundance Scan 2148 (14.721 min): BF124357.D\data.ms (-2142) (-, m/z 57.05 100.00%
57.0

o M
P F
‘ “ 27.3 206 9 280.8 14.50 15.00
ow“w “““M‘wm”HJM_m_m‘wwwwww m/z 71.18 58.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110906: Hexadecane, 1-chloro-
57.0
5000 MJLMM o
14.50 15.00
m/z 42.95 55.58%
O“\‘Hl‘WZGOO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
e o
14.50 15.00
5000 m/z 41.00 28.98%
N l 127.0197.0 267.0337.0  463.0533.0 604.
Pkl g T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 14.50 15.00
m/z 85.00 24.14%
5000
0 ‘ | [ 127.0 2110 206.0 AA’M
Pk Bl e S T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.851 5.25 ng 90424 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 59
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 58
3 2-methyloctacosane 408 C29H60 1000376-72-8 53
4 Hexacosane 366 C26H54 000630-01-3 53
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 52

Abundance Scan 2340 (15.851 min): BF124357.D\data.ms (-2335) (- m/z 57.10 100.00%

57.1
5000
= T
‘ 1“13-1 207.0 15.50 16.00
o‘H\‘u:WMJ“WM I m/z 71.10  69.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000
15.50 16.00
m/z 43.00 38.30%
30
0 uh\ ”\\ h h‘ | \6\9\0\2\2\50 309.0 365.0 437.!
\\\\‘\ \\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #48868: Undecane, 3,5-dimethyl-
57.0
— T
15.50 16.00
5000 m/Z 85.00 34.78%
ol L2000
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0 15.50 16.00
m/z 69.00 29.33%
5000
LT w0 o g zeso il il
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Tetrapentacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.345 2.40 ng 41316 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 53
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 53
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 50
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 47
5 1-Decanol, 2,2-dimethyl- 186 C12H260 002370-15-2 47

Abundance Scan 2424 (16.345 min): BF124357.D\data.ms (-2416) (1 m/z 57.10 100.00%

57.1
5000 147.2
. A
il
ol MM T 28s . m/z 43.10 82.17%
m/z--> 0 100 200 300 400 500 600 700
Abundance #243297: Tetrapentacontane
57.0
5000 A —
16.00 16.50
m/z 71.10 79.39%
1.0
ol {LHIIIL F207308.0303.0477.0561.0645.0. 758
miz—> 0 100 200 300 400 500 600 700
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57.0
16.00 16.50
5000 m/Z 85.05 57.58%
oLlllfpo 20
miz—> 0 100 200 300 400 500 600 700
Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester

43.0 16.00 16.50

m/z 147.20  38.96%
5000
4?50 253.0
0 J‘n“ﬁe““‘h“““““““““““““
miz-> 0 100 200 300 400 500 600 700 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124357.D

Acqg On : 17 Jun 2021 11:38
Operator : JU/CG

Sample : M2678-11

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : 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|
Vanillin 9.292 6.1 ng 111293 3 9.822 366258 20.0
n-Hexadecanoic ... 11.839 4.3 ng 85975 4 11.310 404328 20.0
Octadecanoic acid 12.621 3.8 ng 77123 4 11.310 404328 20.0
Undecane, 5,5-d... 13.174 2.2 ng 38116 5 13.957 339970 20.0
unknown13.192 13.192 3.6 ng 60789 5 13.957 339970 20.0
Hexacosane 14.245 6.2 ng 104489 5 13.957 339970 20.0
Hexadecane, 1-c... 14.721 2.5 ng 43402 6 15.415 344367 20.0
Hentriacontane 15.851 5.3 ng 90424 6 15.415 344367 20.0
Tetrapentacontane 16.345 2.4 ng 41316 6 15.415 344367 20.0
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