LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138776.D

Acqg On : 03 Aug 2024 18:19
Operator : RC/JU

Sample : P3448-13

Misc :

ALS Vvial : 19 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138776.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 7 19 rVB 651810 979404 86.39% 12.007%
2 3.381 214 219 232 rBV 10077 28417 2.51% 0.348%
3 5.069 501 506 515 rVB 46038 69257 6.11% 0.849%
4 5.475 570 575 593 rBV 724964 933413 82.33% 11.443%
5 6.487 741 747 762 rBV 729928 965254 85.14% 11.834%
6 6.681 775 780 788 rBV2 6855 12489 1.10% ©0.153%
7 6.845 803 808 813 rBB 217421 262621 23.16%  3.220%
8 7.410 898 904 915 rBV 485344 636271 56.12% 7.800%
9 7.663 943 947 952 rBV 15499 19784 1.75% 0.243%
10 8.122 1020 1025 1037 rVB 273867 350207 30.89% 4.293%
11  8.439 1074 1079 1091 rBV 28997 46148 4.07% ©.566%
12 9.198 1202 1208 1213 rBV 928389 1133745 100.00% 13.899%
13 9.875 1318 1323 1334 rVB 303681 388491 34.27% 4.763%
14  9.969 1334 1339 1347 rBV 22825 32588 2.87% 0.400%
15 10.669 1453 1458 1471 rBV 466154 588036 51.87% 7.209%
16 11.363 1571 1576 1584 rBV 274149 345430 30.47% 4.235%
17 11.892 1661 1666 1674 rBv4 17252 31034 2.74% 0.380%
18 12.951 1840 1846 1850 rBV 600034 777043 68.54%  9.526%
19 13.857 1993 2000 2015 rBV2 25935 67719 5.97% 0.830%
20 14.004 2020 2025 2033 rVB 166012 213310 18.81% 2.615%
21 15.474 2269 2275 2283 rBV 162225 248519 21.92% 3.047%
22 16.021 2359 2368 2379 rBV 6662 27644 2.44% 0.339%

Sum of corrected areas: 8156824
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03 Aug 2024 18:19
: RC/JU
: P3448-13

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
BF138776.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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\BF080324\
Data File : BF138776.D

Acqg On : 03 Aug 2024 18:19
Operator : RC/JU

Sample : P3448-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 74.59 ng 979404  1,4-Dichlorobenzene-d4 6.845

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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance Scan 7 (2.134 min): BF138776.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.1
87.1
R ABARaRaEEERE
‘ 571 2.202.302.402.50
Ot St m/z 43.10 43.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L L R L R L
43.0 2.202.302.402.50
' 87.0 m/z 55.10 31.02%
29.
ﬁ ° I ‘\‘ ‘ %90 ‘ |
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AT
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 26.64%
27.0
0 ‘ ‘ | ‘\ | | ‘ i 1 112.0 129.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R RRasaRIEEEEEE
73.0 2.202.302.402.50
m/z 41.10 14.38%
5000
55.0
27.0 41)0
o330 | L L w80 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138776.D

Acqg On : 03 Aug 2024 18:19
Operator : RC/JU

Sample : P3448-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 R-(-)-1,2-propanediol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.381 2.16 ng 28417 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 219 (3.381 min): BF138776.D\data.ms (-214) (-) m/z 45.10 100.00%

458.1
5000
R A RE R
61.0 3.00 3.20 3.40 3.60 3.80
O trrprrrprrrrprrrrprre e e m/z 43.10 20.46%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 \‘\\\\‘\\\\’\\\\‘\\ﬂ\‘n\\
3.00 3.20 3.40 3.60 3.80
20.0 m/Z 61.00 6.10%
. 61.0
0 \\‘HH‘HH‘\H}‘HH‘\H! H\‘HH‘H!} HHF\’%\(‘)\\H‘1\\\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

3.00 3.20 3.40 3.60 3.80

5000 m/z 44.10 5.84%
0 19.0 ‘3"1\0380 530610 750
rrerrreprerrp e b e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1084: Propylene Glycol T e
45.0 3.00 3.20 3.40 3.60 3.80

m/z 42.00 3.71%

5000

31.0
1901380/ 520 610690760

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138776.D

Acqg On : 03 Aug 2024 18:19
Operator : RC/JU

Sample : P3448-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.069 5.27 ng 69257 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2-Propyn-1-o0l, acetate 98 C5H602 000627-09-8 9
Abundance Scan 506 (5.069 min): BF138776.D\data.ms (-501) (-) m/z 43.05 100.00%
59.1
5000
101.1 ““8‘0“‘6‘0‘”‘2‘()‘”"0‘”
4.80 5.00 5.20 5.4
.l 830 ;
o m/z 59.10 59.08%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I L LA BN
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.82%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A R R
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 13.65%
126.0
ol [ 12801450
m/iz--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime R A RAE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.53%
5000
101.0
o130 600 840
e A RARE S
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\BF080324\
Data File : BF138776.D

Acqg On : 03 Aug 2024 18:19
Operator : RC/JU

Sample : P3448-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.439 2.64 ng 46148 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1079 (8.439 min): BF138776.D\data.ms (-1074) (-) m/z 94.10 100.00%
94.1
5000

o 151 N A N—

UL h 190 8.20 8.40 8.60 8.80
oHH_Hu” w‘”H‘Wm_”‘_m‘mu_m m/z 77.10  24.20%

miz--> 20 80 100 120 140 160

Abundance #30123 1-Phenoxypropan-2-o

94.0
5000 L B I L LA BN B U
8.20 8.40 8.60 8.80
66.0 152.0 m/z 152.05 16.29%
ULl | e
O\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\
miz--> 80 100 120 140 160
Abundance #30139 1-Propanol, 3-phenoxy-
94.0
e  RERREEEIE
8.20 8.40 8.60 8.80
5000 m/z 78.10 16.11%
152.0
270 660‘ ‘
omw“‘m‘hm“"”"“‘Hu“_!‘1‘2‘1‘9”,“‘_”‘
miz--> 20 100 120 140 160
Abundance #19881.Ethan0L2—phen0xy— e EaEEREE T
94.0 8.20 8.40 8.60 8.80
m/z 108.10  15.64%
5000
138.0
27.0 51.0
o""‘““H“Mw‘H‘?H‘H“W‘HWHHWHWH 0 | N —
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138776.D

Acqg On : 03 Aug 2024 18:19
Operator : RC/JU

Sample : P3448-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1-Hexacosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.857 6.35 ng 67719  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Octacosanol 410 C28H580 000557-61-9 91
5 1-Docosene 308 C22H44 001599-67-3 90

Abundance Scan 2000 (13.857 min): BF138776.D\data.ms (-1993) (- m/z 55.05 100.00%

55.0
7.1
5000

230.0 13.50 14.00
|

owk“ W"w‘m_‘!‘_m_m_m m/z 43.85  94.48%
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
5000
1350 1400

m/z 57.05 90.28%

ol 1L 1 m_ m “““‘8‘1‘0‘ 2380 2020 3640
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0

13. 50 14 00
5000 ITI z 83.10 80.92%
25.0
DL eomon o
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol e M
57.0 97.0 13. 50 14. 00
m/z 69.10 70.62%
5000
+ 0
olbd | “ A ii) 18102220264.03060 3784\ |y | /\/W
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138776.D

Acqg On : 03 Aug 2024 18:19

Operator : RC/JU

Sample : P3448-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: 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 Dodecyl isobutyl carbonate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.021 2.22 ng 27644  Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 64
2 Carbonic acid, dodecyl 2,2,2-tri... 360 C15H27C1303 1000314-55-8 50
3 1-Octadecene 252 C18H36 000112-88-9 50
4 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 50
5 Hexadecane, 1,1-bis(dodecyloxy)- 595 C40H8202 056554-64-4 49

Abundance Scan 2368 (16.021 min): BF138776.D\data.ms (-2359) (- m/z 57.00 100.00%
57.0
85.1
5000 1111
208.0 L
“ H 16.00
Ot ﬂ‘w L L FE R RN TR E R FRRETRRURE m/z 43.05 99.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181675: Dodecyl isobutyl carbonate
57.0
5000 — :
16.00
83.0 m/z 55.00 82.91%
290
0 “‘\wm\\“‘”\\\‘J-\]\.:\I-\c‘)\\]-\4\‘0\\()\\]-‘§\8\\()‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #269241: Carbonic acid, dodecyl 2,2,2-trichloroethyl este
55.0 | 83.0
I \
16.00
5000 111.0 m/z 85.10 69.71%
140.0
290 H ‘ 193 0
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 ﬂ ﬂ nﬂ
Abundance #138521: 1-Octadecene e
57.0 16.00
83.0 m/z 56.10  68.87%
5000
29.0
L1 evommenney | |1/ 1110
o aaaEe L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138776.D

Acqg On : 03 Aug 2024 18:19
Operator : RC/JU

Sample : P3448-13

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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... 2.134 74.6 ng 979404 1 6.845 262621 20.0
R-(-)-1,2-propa... 3.381 2.2 ng 28417 1 6.845 262621 20.0
2-Pentanone, 4-... 5.069 5.3 ng 69257 1 6.845 262621 20.0
1-Phenoxypropan... 8.439 2.6 ng 46148 2 8.122 350207 20.0
1-Hexacosene 13.857 6.3 ng 67719 5 14.004 213310 20.0
Dodecyl isobuty... 16.021 2.2 ng 27644 6 15.474 248519 20.0
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