LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124265.D

Acqg On : 11 Jun 2021 17:28
Operator : JU/CG

Sample : M2625-01

Misc :

ALS Vvial : 10 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: BF124265.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 16 21 25 rBV 23097 29651 1.56% ©0.287%
2 5.063 501 506 516 rBV 86635 119929 6.32% 1.163%
3 5.475 571 576 579 rBV 1443389 1276863 67.27% 12.378%
4 6.486 743 748 751 rBV 1317178 1261748 66.48% 12.231%
5 6.839 805 808 811 rBV 286784 209983 11.06% 2.036%

6 7.404 899 904 907 rBV 899566 865304 45.59% 8

7 8.028 1007 1010 1019 rBV 34507 41787  2.20%  0.405%

8 8.122 1022 1026 1029 rBV 339056 271348 14.30% 2

9 9.204 1205 1210 1213 rBV 1972607 1725300 90.90% 16.725%
9.880 1321 1325 1328 rBV 429528 336643 17.74%  3.263%

11 10.674 1455 1460 1463 rBV 1388246 1263454 66.57% 12.248%
12 11.368 1574 1578 1581 rBV 419112 362134 19.08% 3.511%

13 11.892 1664 1667 1670 rBV 43959 37564 1.98% 0.364%
14 12.957 1843 1848 1851 rBV 2095456 1898061 100.00% 18.400%
15 13.868 1995 2003 2011 rBV6 30776 71563 3.77%  ©.694%

16 14.009 2023 2027 2031 rVB 294465 260561 13.73%  2.526%
17 14.862 2167 2172 2176 rVB2 20858 24266  1.28% ©.235%
18 15.486 2273 2278 2285 rVB 192901 259461 13.67% 2.515%

Sum of corrected areas: 10315620
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Jun 2021 17:28
. M2625-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
BF124265.D

Ju/CaG

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124265.D

Acqg On : 11 Jun 2021 17:28
Operator : JU/CG

Sample : M2625-01

Misc :

ALS Vvial : 10 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 Propane, 1,1-dimethoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.210 2.82 ng 29651 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Glycine 75 C2H5NO2 000056-40-6 5
3 1-Propene-1-thiol 74 C3He6S 000925-89-3 5
4 Methane, nitroso- 45 CH3NO 000865-40-7 4
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 4

Abundance  Scan 21 (2.210 min): BF124265.D\data.ms (-16) (-) m/z 75.10 100.00%

75.1
5000 45.0
T
56.9 220 240 2.60
H‘H\\‘\\\\‘\‘H‘\‘\\\‘\‘\\H‘H‘H‘HH‘HH‘HH‘\ m/Z 73.10 78.69%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
5000 290 450 L S
220 240 2.60
m/z 45.00 47.61%
“‘\‘\ ‘\‘ ‘ 5\7‘w0 T 87.0 103.0
\\‘\\\\[\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #870: Glycine
30.0
bty
220 240 2.60
5000 m/z 41.10 41.23%
75.0
0 570
-ttt
miz--> 20 30 40 50 60 70 80 90 100 110 /\
Abundance #827: 1-Propene-1-thiol T
73.0 2.20 2.40 2.60
m/z 47.00 30.37%
5000
45.0
S N N — A E——
m/z--> 20 30 40 50 60 70 80 90 100 110 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124265.D

Acqg On : 11 Jun 2021 17:28
Operator : JU/CG

Sample : M2625-01

Misc :

ALS Vvial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.063 11.42 ng 119929 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetone 58 C3H60 000067-64-1 9
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 506 (5.063 min): BF124265.D\data.ms (-501) (-) m/z 43.00 100.00%

430 590
5000
101.0 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ - 4.80 5.00 5.20 5.40
\\\’\\H‘\\H‘\H\‘H\\"‘\‘\‘H‘\\‘\“\‘\H\‘HH’H.H‘HH‘HH‘\ m/Z 59.00 84.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L L LN LR
590 4.80 5.00 5.20 5.40
m/z 101.00 26.13%
27\\.\q L ‘\ L ‘ 83\.0 10‘1.0
\\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\H\‘H\\’\\\\‘\\H‘\\H‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #214: Acetone
43.0
A ma
4.80 5.00 5.20 5.40
5000 m/z 58.10 19.19%
15.0
58.0
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R EERRaEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 11.74%
5000 101.0
28.0 59.0
84.0
15.0 ‘ ‘ ‘
H‘M‘H‘HWW‘JUM‘H%1H‘J\H‘H‘_MH,M‘WH‘W;H‘_ R EmmmaaE e s
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40

8270-BF060321.M Sat Jun 12 04:35:09 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124265.D

Acqg On : 11 Jun 2021 17:28
Operator : JU/CG

Sample : M2625-01

Misc :

ALS Vvial : 10 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 Butane, 1,1'-[oxybis(2,1-et... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.028 3.08 ng 41787  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 64

2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59

3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 45

4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 42

5 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 36

Abundance Scan 1010 (8.028 min): BF124265.D\data.ms (-1007) (-) m/z 57.00 100.00%

57.0
5000
41.
75.0 7780 8.00 820 840
' 100.8 : ' : :
\\\’\\\\“‘1\\H“‘\\H“\‘\‘\\\“‘\\\\‘\\\\‘\\\\ m/Z 45.10 65.19%
m/z--> 20 40 60 80 100 120 140
Abundance  #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
5000 LB B e e e e
41 7.80 8.00 8.20 8.40
75.0 m/z 41.00  32.64%
‘ 101.0
\J-\S\.O’\u‘\\“‘u\\M‘[\\‘W\‘\M\‘\\[H\\\\‘\l:\g‘]\"\o‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
\\\\‘\\\\’\\\\‘\\\\‘\\A\
7.80 8.00 8.20 8.40
5000 m/z 59.00 15.14%
29.0
75.0
D 0001320
miz--> 20 40 60 80 100 120 140
Abundance #13749: Butane, 1-(1-methylpropoxy)- R RmaEE R
57.0 7.80 8.00 8.20 8.40
m/z 75.00 13.49%
5000
41.0
101.0
250 || | 130 | 130
e R A REEEEEEY
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124265.D

Acqg On : 11 Jun 2021 17:28
Operator : JU/CG

Sample : M2625-01

Misc :

ALS Vvial : 10 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.07 ng 37564  Phenanthrene-die 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 1667 (11.892 min): BF124265.D\data.ms (-1664) (1  m/z 60.00 100.00%

60.0
5000
129.1 IR TR YTNTY
972 ‘ 2133 11.50 12.00
1572 ’
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 - At
11.50 12.00
97.0 1570155 2130 2560 m/z 55.00 71.31%
\\\‘\\\\“}‘\\H!H\H‘{\‘H\L\‘}‘h‘“\\‘”‘l‘\“\‘\\‘\\\\‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
S Y
11.50 12.00
5000 129.0 ITI/Z 43.00 63.63%
199.0
s ) e T
1\5‘0\\”‘1‘ \”\“\‘1‘1‘ i 1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #61117: Dodecanoic acid
73.0 11.50 12.00
43.0 m/z 57.10 63.12%
5000
129.0
157.0 200.0
i T
u\Mkmhm«k%tﬂkmwﬂkwmHHH\Mﬂ\MH\MH\MH\MH\M ‘h‘ ‘A‘ \L L |
m/z--> 20 40 60 80 100120140 160180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124265.D

Acqg On : 11 Jun 2021 17:28
Operator : JU/CG

Sample : M2625-01

Misc :

ALS Vvial : 10 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 Trichloroacetic acid, penta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.868  5.49ng 71563  Chrysene-d12 14.009

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90

2 11-Tricosene 322 C23H46 052078-56-5 86
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 83
4 1-Hexadecanol 242 C16H340 036653-82-4 80
5 n-Tetracosanol-1 354 C24H500 000506-51-4 80
Abundance Scan 2003 (13.868 min): BF124265.D\data.ms (-1995) (1  m/z 83.00 100.00%
41.1
5000
25.2
‘ ‘ ﬁ 13.50 14.00
e “MM““‘ o m/z 57.10  91.93%
m/z--> 50 100 150 200 250 300
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
5000 \M, A —
13.50 14.00
m/z 69.10 85.13%
‘H 25.0
“‘ T “\‘ \“\““‘ }‘w\“‘h\ ‘} ‘”\ %8\‘2\0‘ LN e B B
miz--> 50 100 150 200 250 300
Abundance #163017: 11-Tricosene
43.0
13.50 14.00
5000 83.0 m/z 55.00  84.80%
25.0
1] 170 1680 2100 2660 3221
AP e S S e
m/fz--> 50 100 150 200 250 300 wawwﬂw
Abundance #127770: 9-Eicosene, (E)- ot
57.0 13.50 14.00
m/z 41.10 73.24%
97.0
5000
ZZ-L LLLLL 200 dm10 pos0 a0
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124265.D

Acqg On : 11 Jun 2021 17:28
Operator : JU/CG

Sample : M2625-01

Misc

ALS Vvial : 10 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|
Propane, 1,1-di... 2.210 2.8 ng 29651 1 6.839 209983 20.0
2-Pentanone, 4-... 5.063 11.4 ng 119929 1 6.839 209983 20.0
Butane, 1,1'-[o... 8.028 3.1 ng 41787 2 8.122 271348 20.0
n-Hexadecanoic ... 11.892 2.1 ng 37564 4 11.368 362134 20.0
Trichloroacetic... 13.868 5.5 ng 71563 5 14.009 260561 20.0
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