LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1085-07

Misc :

ALS Vvial : 13  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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137022.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.204 9 20 23 rBY 706521 1025063 66.64% 8.692%
2 3.357 212 216 230 rBV 52368 117152 7.62% 0.993%
3 3.651 262 266 275 rVB4 15925 27444 1.78% 0.233%
4 3,928 308 313 318 rBV3 16849 24754 1.61% 0.210%
5 4.016 323 328 330 rBV 18622 26655 1.73% 0.226%
6 4.040 330 332 343 rVB 22838 33822 2.20% 0.287%
7 4.451 398 402 409 rVB 22428 27081 1.76% 0.230%
8 4.604 424 428 435 rBV 127402 135433 8.80% 1.148%
9 4.769 452 456 466 rBV 34997 50619 3.29% 0.429%
10 5.022 494 499 511 rVB 452520 531797 34.57% 4.509%
11 5.434 565 569 581 rBV 1104914 1004287 65.29% 8.516%
12 6.228 699 704 710 rBV2 12718 19828 1.29% 0.168%
13 6.439 736 740 755 rBV 1311063 1285739 83.59% 10.902%
14 6.622 764 771 775 rBV 27503 33187 2.16% 0.281%
15 6.781 795 798 802 rVB 393643 325061 21.13% 2.756%
16 6.904 817 819 826 rVB2 16560 19087 1.24% 0.162%
17 7.345 890 894 897 rBV 879666 847123 55.07% 7.183%
18 7.598 934 937 943 rBV 43604 34876  2.27%  0.296%
19 8.057 1012 1015 1023 rVB 469261 408490 26.56% 3.464%
20  8.339 1059 1063 1065 rBV2 17170 20651 1.34% 0.175%
21 8.375 1065 1069 1072 rBvV2 42581 56529 3.68% 0.479%
22 9.139 1194 1199 1202 rBV 1868418 1538142 100.00% 13.043%
23 9.816 1311 1314 1318 rBV 519169 408310 26.55% 3.462%
24 9.916 1326 1331 1338 rBV 324537 441715 28.72%  3.746%
25 10.469 1421 1425 1429 rVB2 23600 28253 1.84% 0.240%
26 10.610 1446 1449 1460 rBV 504912 478834 31.13% 4.060%
27 10.733 1466 1470 1478 rVB 70883 88823 5.77% ©.753%
28 11.198 1547 1549 1555 rVB2 28060 30268 1.97% 0.257%
29 11.310 1565 1568 1571 rBV 444367 378600 24.61% 3.210%
30 11.333 1571 1572 1576 rVB 53997 33146 2.15% 0.281%
31 11.845 1656 1659 1667 rBV2 92345 98667 6.41% 0.837%
32 12.404 1751 1754 1760 rVB5 12556 19439 1.26% 0.165%
33 12.533 1773 1776 1779 rBV 54978 48936 3.18% 0.415%
34 12.633 1790 1793 1799 rBV4 19008 26853 1.75% 0.228%
35 12.763 1809 1815 1820 rVB 48009 54246  3.53% 0.460%

36 12.910 1835 1840 1843 rBV 1200853 1156830 75.21% 9.809%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20

Operator : CG\JU

Sample : P1085-07

Misc

ALS Vvial : 13  Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.863 1996 2002 2012 rBV7 23125 63027 4.10% ©.534%
38 13.968 2016 2020 2023 rBV 357344 340012 22.11% 2.883%
39 15.021 2196 2199 2202 rBV2 21412 33099 2.15% 0.281%
40 15.086 2208 2210 2215 rVB5 18470 20590 1.34% 0.175%
41 15.398 2259 2263 2267 rVB 20048 25826 1.68% 0.219%
42 15.457 2269 2273 2281 rBV 309940 404608 26.30% 3.431%
43 15.927 2348 2353 2357 rBV7 10933 20267 1.32% 0.172%

Sum of corrected areas: 11793169

8270-BF122023.M Thu Jan 11 10:43:29 2024

Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jan 2024 16:20
¢ CG\JU
. P1e85-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
BF137022.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF137022.D\data.ms
1500000
6.439
5.434
1000000
7.345
2.204
500000 5.022
4.604
ok 3357 3651 3.908MD  4.451| 4.769 6.228 || 6. 622 6.904
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ [
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF137022.D\data.ms
9.139
1500000
12.910
1000000
9.816
500000 8.057 10610 11.310
916
0.733 Nﬂgfﬁ
DRI .. ISR | RO B\ i GOl .. o O WA Y. L
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF137022.D\data.ms
1500000
1000000
500000 13.968 15.457
139286 15.398 15.927
0 T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 3-Buten-2-o0l, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.204 63.07 ng 1025060 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 72
2 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 72
3 3-Penten-2-o0l 86 C5H100 001569-50-2 72
4 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 53
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 45
Abundance  Scan 20 (2.204 min): BF137022.D\data.ms (-9) (-) m/z 71.10 100.00%
43.1 71.1
5000
‘58‘0 86.0 220 240  2.60
ol v bbb m/z 43.10  90.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2007: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 L L L B B B B B
220 240 260
27.0 m/z 41.05 48.52%
W 0 e
OH‘\\H‘\HH‘HH‘\‘“\\‘\\‘\\‘H\“\“‘HH’\\}\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
e
43.0 220 240 260
5000 m/z 45.05 33.90%
ol 150 H 580 | 840 970 116.0
R L R e e N ARAEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1946: 3-Penten-2-ol o B e
71.0 220 240 260
43.0 o
m/z 39.10  32.39%
5000
2.0 ‘ 580 86.0
oH_‘H_H‘WHH“wwwmwHH,‘JWWW,WW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 wunknown3.357 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3357 7.01ng 117152 1,4-Dichlorobenzene-d4  6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanenitrile, 3-methoxy- 85 Cano 000110-67-8 45

2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40

3 Propylene Glycol 76 C3H802 000057-55-6 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
5 2-Heptanol 116 C7H160 000543-49-7 39

Abundance Scan 216 (3.357 min): BF137022.D\data.ms (-212) (-)

m/z 45.10 100.00%

45.1
5000
R RRRREE =
61.0 84.0 3.00 3.20 3.40 3.60
OF et b e m/z 43,00 18.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1759: Propanenitrile, 3-methoxy-
45.0
5000 L L LRI B I LR B
3.00 3.20 3.40 3.60
29.0 m/z 55.00 9.76%
0 Mol .. 680 850
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
3.00 3.20 3.40 3.60
5000 m/z 84.05 8.68%
29.0
0 Ll 80 760 89.0 1020
et e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol T
45.0 3.00 3.20 3.40 3.60
m/z 44.10 7.21%
5000
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-Buten-1-o0l, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.040 2.08 ng 33822 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Buten-1-0l1, 2-methyl- 86 C5H100 004675-87-0 64
2 3-Penten-2-0l 86 C5H100 001569-50-2 58
3 1,5-Heptadiene-3,4-diol 128 C7H1202 051945-98-3 50
4 Pantolactone 130 C6H1003 000599-04-2 38
5 Cyclopropanemethanol, .alpha.-bu... 128 C8H160 004379-16-2 25
Abundance Scan 332 (4.040 min): BF137022.D\data.ms (-330) (-) m/z 71.10 100.00%
71.1
41.1
5000
‘ 86.0 3.80 4.00 4.20 4.40
0 H"""‘H""“‘,\\uu""L,H“u‘_‘m,mlwm m/z 41.10 81.76%
m/z--> 10 20 30 50 60 70 80 90
Abundance #2001: 2-Buten-1-o|, 2-methyl-
71.0
5000 43.0 86.0
3.80 4.00 4.20 4.40
53.0 m/z 43.00  64.33%
310 ‘ ‘
0\\‘\\\\‘\\\\‘\\\\"1“\\” ‘\M’\\\\“l\\\’\\‘\‘\‘\\\
m/z--> 10 20 30 40 60 70 80 90
Abundance #1933: 3—Penten—2—ol
43.0 71.0
 EARmmEES
3.80 4.00 4.20 4.40
5000 m/z 39.05 34.94%
27.0 53.0
15.0 ‘ 86.0
0 mem““m!lw 1 ‘6,29“ I,
miz--> 10 20 40 50 60 70 80 90
Abundance #14010: 1,5-Heptadiene-3,4-diol
71.0 3.80 4.00 4.20 4.40
m/z 52.95 23.66%
5000
43.0
53.0 h }\
0 H"""‘H""‘“,H"‘H“!,HH“H‘,HH_H MM“‘!"\
m/z--> 10 20 30 40 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\

Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Propylene Glycol

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.604 8.33 ng 135433  1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 64
2 2-Hexanol 102 C6H140 000626-93-7 40
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 40
4 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 39
5 4-Penten-2-o0l 86 C5H100 000625-31-0 38

Abundance Scan 428 (4.604 min): BF137022.D\data.ms (-424) (-) m/z 45.05 100.00%
45.0
5000
4.20 4.40 4.60 4.80 5.00
‘ ‘ ‘ 57.0 6?'1 871 1070 S x At 19 409
Ot et e e e e m/z 43.05 19.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
5000 ‘\\\\‘\\\\/’\\\\\‘\\\\‘\\
4.20 4.40 4.60 4.80 5.00
m/z 41.05 18.97%
29.0
61.0
0\\\‘]\-\5\.9‘\\\‘\“‘\\\\“}‘1}\‘\\\‘\‘\\\\‘\\\.\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4961: 2-Hexano
45.0
4.20 4.40 4.60 4.80 5.00
5000 ITI/Z 69.10 8.74%
27.0 69.0
b il SO ETO 1020
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5013: 2-Pentanol, 3-methyl-
45.0 4.20 4.40 4.60 4.80 5.00
m/z 39.05 6.62%
5000
29.0
0. 150 || ST0%%0 g0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown4.769 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.769 3.11 ng 50619 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 1-ethoxy- 116 C7H160 017952-11-3 40
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 39
3 Amylene hydrate 88 C5H120 000075-85-4 39
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 456 (4.769 min): BF137022.D\data.ms (-452) (-) m/z 59.00 100.00%
59.0
5000
43.0
R AAREERS B R
| 71.1 89.0 4.40 4.60 4.80 5.00
o"‘m"mw‘u“"mw;mm“m"Hw;w,w,w,” m/z 43.00 31.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9463: Pentane, 1-ethoxy-
31.0 59.0
5000 \‘HH/‘\W\A‘HH‘HH‘\
43.0 4.40 4.60 4.80 5.00
m/z 41.00 14.38%
71.0
, ‘\ \\‘ ‘u I \‘\ 11\6'0
0\\‘\\\\‘i\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5312: Propanoic acid, 2-hydroxy-2-methyl-
59.0
43.0 4.40 4.60 4.80 5.00
5000 31.0 m/z 71.10  12.25%

A 710 860 1010

Ottt et e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 /\A
Abundance #2361: Amylene hydrate A4 ‘ﬂ‘ AT -k
59.0 4.40 4.60 4.80 5.00
m/z 45.00 8.46%
5000 730
31.0 43.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.022 32.72 ng 531797 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF137022.D\data.ms (-494) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 e
‘ 83.0 4.60 4.80 5.00 5.20 5.40
) ESESES S ] AN &t R N —— m/z 59.05 60.61%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘\\\\l\’\\\\\‘\\\\‘\\\\’\\\
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.57%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.10 14 .69%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime R me s e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.00%
5000
101.0
ol 130 600 840 | A
e PR e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20

Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 7 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.622 2.04 ng 33187 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
3 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 38
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Methoxyacetic acid, 2-methylprop... 146 C7H1403 1000282-40-9 38

Abundance Scan 771 (6.622 min): BF137022.D\data.ms (-764) (-) m/z 45.00 100.00%

45.0
5000
72.1

‘HH’HH[HH‘HH’\H

M“ M‘ 103.0 6.20 6.40 6.60 6.80 7.00

Obrrrrrrprrreprre bt et e M/z 59.08 28.53%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)

480 ’
5000

6.20 6.40 6.60 6.80 7.00

290 72.0 m/z 72.10  20.54%
O \\]‘-ﬁr\q\‘\\\H“H\\‘\‘f‘\\‘H\\‘\H\‘!‘\‘\\‘\%?‘9\%‘9?2\\\\‘\\\\%\3\5\\‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
458.0
A ARSARRNECRRTE
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 14 .45%

72.0
29,0
ol 1401mo
H_H‘_HwH‘WHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #25391: Methoxyacetic acid, butyl ester

0
45.0
5000
29.0
0,140 ‘?‘0 750 910  116.0
LT RSN TR 8 NS AR s SN
miz--> 10 20 30 40 50 60 70 80 90 100110120130140

6.20 6.40 6.60 6.80 7.00

m/z 73.00 10.97%

b

6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 8 1-Phenoxypropan-2-ol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.375 2.77 ng 56529  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 53
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 50
Abundance Scan 1069 (8.375 min): BF137022.D\data.ms (-1065) (-) m/z 94.00 100.00%
94.0
5000 }k
59.0 770 1521 \‘\\\\‘\\\\‘\\\\‘\\\\’\
39‘0‘ | M 1160 ' 8.00 8.20 8.40 8.60
Oy ”H‘m”m“ww“_Muw‘”wHH_ m/z 59.00  30.78%
m/z--> 20 100 120 140 160
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000
8.00 8.20 8.40 8.60
7.0 1500 Mz 77.80  24.13%
15.0 “ 119.0
O\\\‘\‘\‘\‘\\H“\\\\‘q\‘\\\“\\\‘\‘\!\\‘\\\\‘\\!\‘\
miz--> 20 100 120 140 160
Abundance #30139.l—PropanoLS—phenoxy—
94.0
“H‘W‘H“‘ ey
8.00 8.20 8.40 8.60
5000 m/z 108.00 17 .49%
77.0 152.0
?Mw
m/iz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy— L EREEN\ S SES
94.0 8.00 8.20 8.40 8.60
m/z 78.00 16.32%
5000
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9 unknown9.916 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.916 21.64 ng 441715  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 16
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
3 Pentanoic acid, 4,4-dimethyl-3-o0... 158 C8H1403 055107-14-7 10
4 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10
5 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 9
Abundance Scan 1331 (9.916 min): BF137022.D\data.ms (-1326) (-) m/z 43.10 100.00%
43.1
- i o ANAwMﬂRMNMM
‘ 70.1 s
10.00
197.2
Y1 Himc ‘ \“H‘ Ml 12898 0 57,05 56.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542 (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
> 1010 1000
m/z 101.10  48.23%
70.0
15\\'0 \“M ‘\ \‘ L
O\\\‘\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e
10.00
5000 m/z 97.10 44 ., 20%
101.0
15.0
73.
0‘H‘w“1“”“‘1H“‘uH“HH“H“mwmwm‘mwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35196: Pentanoic acid, 4,4-dimethyl-3-oxo-, methyl este T
57.0 10.00
m/z 137.05  40.88%
5000 101.0
29.0
L s
o SR O O o N A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 10 Pentadecane, 2,6,10,14-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.733 4.69 ng 88823  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 62
3 5,5-Dibutylnonane 240 C17H36 006008-17-9 52
4 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 50
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 49
Abundance Scan 1470 (10.733 min): BF137022.D\data.ms (-1466) (- m/z 57.10 100.00%
57.1
w0 950 M/\/\/ﬁ
— —
‘ | 155.0 10.50 11.00
ol ‘w“w‘“‘!‘ ““ Lu., ‘M 0 3L 4 7110 60.68%
miz--> 50 100 150 200 250 300
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 S —
10.50 11.00
113.0 ITI/Z 43.10 54.96%
‘ ‘ ‘ 183.0
04 “\ ‘\‘ T ‘\ ‘H‘ \“‘\ “‘ \“ \“\146“(\) T \“\ T \\25‘3\0\ LA B
miz--> 50 100 150 200 250 300
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
—— —
10.50 11.00
5000 m/z 91.00 38.33%
99.0
oblhd L f 30
miz--> 50 100 150 200 250 300
Abundance #123962: 5,5-Dibutylnonane S =
57.0 10.50 11.00
m/z 85.05 29.55%
5000
99.0 183.0
40.
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 11 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.845 5.21 ng 98667 Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 N-(3,4-Difluorophenyl)-2,2-dimet... 213 C11H13F2NO 1000486-60-2 25
Abundance Scan 1659 (11.845 min): BF137022.D\data.ms (-1656) (- m/z 73.00 100.00%
43.1 73.0
‘ T T ‘ T T N\\
H 11.50 12.00
Ol Ml m/z 43.10  95.29%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 92.77%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 T e
’ 11.50 12.00
5000 129.0 m/Z 57.10 74.74%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.05 68.68%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ — —
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\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 13 Tetradecyl trifluoroacetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.863 3.71 ng 63027  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 91
2 1-Octadecanol 270 C18H380 000112-92-5 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 2002 (13.863 min): BF137022.D\data.ms (-1996) (- m/z 83.05 100.00%
431 83.0
5000
— —
JM ‘ 25.1 166.9 206'9239_1 13.50 14.00
oL \M ‘ \\‘ \‘\ “ l ‘HM‘ MH H\‘\ ol H“H : ‘H! Ll : ‘2‘8‘1]1‘ m/z 97.00 97.92%
miz-> 50 100 150 200 250
Abundance #211541: Tetradecyl trifluoroacetate
55,0
97.0
5000 T L
13.50 14.00
m/z 55.00 97.01%
168.0
01\5\0“\ ‘1 ’M\ H‘ T 1“ \i?ﬂ.o‘” T ‘\ T \2‘07\0\ 2\4\‘1‘0\ T ?9\2‘(
miz--> 50 100 150 200 250
Abundance #161350: 1-Octadecano
43.0, 83.0
— —
13.50 14.00
5000 m/z 69.00 90.86%
25.0
LT a0 a0
0 “V‘uﬂh“ﬂ‘w M‘W‘UpM”‘u‘ e
miz--> 50 100 150 200 250
Abundance #179255: n-Nonadecanol-1 “ T
43.0 83.0 13.50 14.00
m/z 43.10 89.69%
5000
oL b AL M‘ L Ly 1680 20702380 I
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137022.D

Acqg On : 10 Jan 2024 16:20
Operator : CG\JU

Sample : P1e85-07

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
3-Buten-2-o0l1, 2... 2.204 63.1 ng 1025060 1 6.781 325061 20.0
unknown3.357 3.357 7.2 ng 117152 1 6.781 325061 20.0
2-Buten-1-01, 2... 4.040 2.1 ng 33822 1 6.781 325061 20.0
Propylene Glycol 4.604 8.3 ng 135433 1 6.781 325061 20.0
unknown4.769 4.769 3.1 ng 50619 1 6.781 325061 20.0
2-Pentanone, 4-... 5.022 32.7 ng 531797 1 6.781 325061 20.0
Ethanol, 2-(2-e... 6.622 2.0 ng 33187 1 6.781 325061 20.0
1-Phenoxypropan... 8.375 2.8 ng 56529 2 8.057 408490 20.0
unknown9.916 9.916 21.6 ng 441715 3 9.816 408310 20.0
Pentadecane, 2,... 10.733 4.7 ng 88823 4 11.310 378600 20.0
n-Hexadecanoic ... 11.845 5.2 ng 98667 4 11.310 378600 20.0
Tetradecyl trif... 13.863 3.7 ng 63027 5 13.968 340012 20.0
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