LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125696.D

Acqg On : 28 Sep 2021 19:06
Operator : JU/CG

Sample : M3954-01

Misc :

ALS Vvial : 16 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125696.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 106 21 26 rVB 3558534 5221458 79.59% 14.209%
2 5.104 508 513 518 rBV 796905 741437 11.30% 2.018%
3 5.498 576 580 584 rBV 1640473 1505491 22.95% 4.097%
4 6.498 746 750 755 rBV 1336303 1077226 16.42%  2.931%
5 6.886 812 816 819 rBV 1459808 1158707 17.66%  3.153%

6 7.445 905 911 914 rBV 3882516 3522761 53.70%
7 8.063 1013 1016 1029 rBV 226058 218438  3.33%
8 8.169 1029 1034 1037 rBV 1784909 1595043 24.31%
9 8

9
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w
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.569 1096 1102 1105 rBV 91710 73888 1.13%
.245 1211 1217 1220 rBV 7313207 6560558 100.00% 17.

~N
o]
Ul
w
R

11 9.921 1328 1332 1335 rBV 2223318 1781254 27.15%
12 10.704 1461 1465 1469 rBV 2492531 2138366 32.59%
13 11.404 1580 1584 1588 rBV 2089464 1744194 26.59%
14 11.927 1669 1673 1678 rBV 340398 320352  4.88%
15 12.715 1803 1807 1815 rBV 146236 174386 2.66%
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16 12.992 1849 1854 1857 rBV 6620198 6207192 94.61% 16.
17 13.892 2001 2007 2023 rBV3 117686 260154  3.97%
18 14.039 2028 2032 2038 rVB 1489727 1245519 18.98%
19 15.515 2277 2283 2294 rBV 928459 1201132 18.31%

wwoon
N
[
o]
R

Sum of corrected areas: 36747556
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Sep 2021 19:06
: M3954-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092821\
BF125696.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125696.D

Acqg On : 28 Sep 2021 19:06
Operator : JU/CG

Sample : M3954-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.210 90.13 ng 5221460 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# 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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 21 (2.210 min): BF125696.D\data.ms (-10) (-) m/z 73.05 100.00%

3.0
5000
430 87.0 \‘\\\\‘\\\\‘\\
91 2.20 2.40 2.60
Obre el 298 ML 200 w/z 43.e5  32.18%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L B L L B A B
55.0 220 240 260
410 87.0 m/z 87.05 25.74%
27.0 ‘
0 H’\Hm“hu“‘l\‘\\‘\‘H‘\“\H\H\lu‘uu‘uu‘\.\H“H\‘HH‘HH
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 N
2.20 2.40 2.60
5000 41.0 550 m/z 55.10 24.57%
27.0
o H\ ‘m L ‘\‘ i 1120 1290
A L T o M RBAENSOA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- T
73.0 2.20 2.40 2.60
m/z 71.10 11.59%
5000
45.0
29.0
0 ‘w“ﬂJp“H‘ﬁ‘“H?9{9u“w1H““w“%pﬂﬂq“u““u““u R e e
m/z--> 20 30 40 50 60 70 80 90 100110120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125696.D

Acqg On : 28 Sep 2021 19:06
Operator : JU/CG

Sample : M3954-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.104 12.80 ng 741437 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 513 (5.104 min): BF125696.D\data.ms (-508) (-) m/z 43.00 100.00%

43.0
59.1
5000
i Thoom shoa
| 83.0 : - : : o
- m/z 59.10 57.97%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU L L R IR R |
59.0 4.80 5.00 5.20 5.40
m/z 101.00  23.19%
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR AR
4.80 5.00 5.20 5.40
5000 210 m/z 58.00 18.30%
126.0
ool b 12801420
miz--> 20 40 60 80 100 120 140
Abundance #236: Acetone ‘W““““W“““AH,
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
5000
15.0
ol el il S "OH B B R A P p.
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125696.D

Acqg On : 28 Sep 2021 19:06
Operator : JU/CG

Sample : M3954-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.063 2.74 ng 218438 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
Abundance Scan 1016 (8.063 min): BF125696.D\data.ms (-1013) (-) m/z 57.10 100.00%
57.1
5000
41.0
e 7.808.008.208.40
101.0 : : : :
132.1
N — “W “U‘u‘ i L2255 m/z 45.10 90.15%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L R B LN LR
410 7.80 8.00 8.20 8.40
75.0 m/z 41.05 33.59%
100.0
0 \1\5‘\'? T H ‘\ \““1‘\ \‘!‘HH\ \‘1“\“ \“f‘\ T }‘\ \1\1§.‘0\1\3‘\‘2'\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
P R T A
7.80 8.00 8.20 8.40
5000 m/z 75.10 19.17%
41.
75.0
ol 180 L‘\ bl | 10001180
e e
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- S S
45.0 7.80 8.00 8.20 8.40
m/z 56.00 15.07%
5000
89.0
29.0
73
SIS . I 7Y S Y Y
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\BF©92821\
Data File : BF125696.D

Acqg On : 28 Sep 2021 19:06
Operator : JU/CG

Sample : M3954-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.927 3.67 ng 320352  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1673 (11.927 min): BF125696.D\data.ms (-1669) (1 m/z 73.00 100.00%
73.0

430, |
5000 129.0
213.2 oo
“ 157.1185.1 ‘ 256.1 12.00
o‘H_H‘H‘;MMM”u:uu“‘ww‘ﬂ‘l_wuum“_“w‘Mwmw”!_‘ m/z 60.00 82.61%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T
213.0 12.00
‘ 157.0185.0 m/z 43.05 79.04%
O
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
—
12.00
5000 129.0 ITI/Z 57.05 71.25%
199.0
e e DT
osol WMl sl 0 L1 |
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92070: Tridecanoic acid 7
73.0 12.00
m/z 41.05 62.25%
43.0
5000
129.0
171.0 214.0
101.0
onsel AL IS I
m/z--> 20 40 60 80 100120140 160180200220 240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125696.D

Acqg On : 28 Sep 2021 19:06
Operator : JU/CG

Sample : M3954-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.892 4.18 ng 260154 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 2007 (13.892 min): BF125696.D\data.ms (-2001) (-  m/z 57.05 100.00%
57.0

5000 111.1 TALJ\\LL
{ 1350  14.00
ol A AMJWH‘M‘““ h“‘ b 2L 2810 oz 97.10 79.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
5000 R L
13.50 14.00
m/z 43.05 77.21%
‘ \

o

29 . . (]
\h 1 \“\ \ \‘\ L 1782 0 23602800
L ‘ L \ T ‘ T T ‘ L ‘ L ‘ LI ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #289621: 1-Hexacosano
97.0
\

P ‘ ‘
13.50 14.00
5000/ 4% m/z 83.1@0 75.76%
ok { LLLLT im0 2500 saso 3880
miz--> 50 100 150 200 250 300 350 400
Abundance #318054: Nonadecy! pentafluoropropionate ”““M”‘WW‘ —
57.0 1350 1400
m/z 55.05 69.95%
- I A/\JL\/V
oL LAL \\ L1580 2100 2603110 atar b
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125696.D

Acqg On : 28 Sep 2021 19:06
Operator : JU/CG

Sample : M3954-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.210 90.1 ng 5221460 1 6.886 1158710 20.0
2-Pentanone, 4-... 5.104 12.8 ng 741437 1 6.886 1158710 20.0
Ethanol, 2-(2-b... 8.063 2.7 ng 218438 2 8.169 1595040 20.0
n-Hexadecanoic ... 11.927 3.7 ng 320352 4 11.404 1744190 20.0
Behenic alcohol 13.892 4.2 ng 260154 5 14.039 1245520 20.0
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