LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8405.D

Acqg On : 14 Dec 2021 21:55
Operator : CG/JU

Sample : M5076-14

Misc :

ALS Vvial : 17 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_ P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8405.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.875 316 321 331 rBV 366416 504268 17.53%  2.955%
2 5.346 395 401 416 rBV 1233707 1846732 64.20% 10.821%
3 5.946 498 503 513 rVB 39228 56303 1.96% ©0.330%
4 6.940 665 672 694 rBV 1144502 1974975 68.66% 11.572%
5 7.746 802 809 817 rBV 233254 375905 13.07% 2.203%

6 8.911 999 1007 1023 rBV 726540 1265177 43.98%
7 10.357 1244 1253 1266 rBV3 18224 55878 1.94%
8 10.540 1275 1284 1299 rBV 284031 510687 17.75%
9 13.016 1698 1705 1723 rBV 1823221 2695377 93.70% 15.
10 14.063 1877 1883 1893 rBV2 15674 31042 1.08%

o uUINO N
Xe]
O
N
R

11 14.398 1929 1940 1955 rBV 410217 647300 22.50%
12 15.898 2185 2195 2215 rBV 1155109 1840847 63.99% 10.786%

w
N
o]
w
R

13 17.087 2392 2397 2402 rVB 27397 34909 1.21% 0.205%
14 17.163 2402 2410 2424 rBV 398955 663114 23.05% 3.886%
15 17.287 2427 2431 2439 rVB7 15905 30203 1.05% ©.177%
16 17.457 2456 2460 2469 rVB2 16481 28904 1.00% 0.169%
17 18.063 2558 2563 2571 rBv4 24973 49717 1.73% 0.291%
18 19.733 2841 2847 2858 rBV 2307923 2876594 100.00% 16.855%
19 20.975 3055 3058 3064 rVB2 64921 86450 3.01% 0.507%

20 21.269 3103 3108 3119 rBV 515891 711852 24.75% 4.171%

21 23.633 3505 3510 3522 rVB2 367586 780131 27.12% 4.571%

Sum of corrected areas: 17066365
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Dec 2021 21:55
: CG/IU
. M5076-14

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
BP008405.D

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BP008405.D\data.ms

5.346
6.940

8.911

4.875
7.746 10.540

5.946 f\ 10.35

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BP008405.D\data.ms
19.733

13.016

15.898

14.398 17.163

14.063 17.08®Ba57 18.063

0
Time-->
Abundance

2000000

1500000

1000000

500000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008405.D\data.ms

21.269 23.633

20.975

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8405.D

Acqg On : 14 Dec 2021 21:55
Operator : CG/JU

Sample : M5076-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

4.875 26.83 ng 504268 1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160

3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
4 2,3-Butanedione, monooxime 101 C4H7NO2
5 Morpholine, 4-methyl- 101 C5H11NO

Abundance Scan 321 (4.875 min): BP008405.D\data.ms (-316) (-)
3.0

000123-42-2 56
017348-59-3 50
001116-98-9 25
000057-71-6 17
000109-02-4 9

m/z 43.00 100.00%

5000 j\
101'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
4.60 4.80 5.00 5.20
ol dd ol 207926783270 395345835203 /)" 59 g5  69.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20
101.0 m/z 101.00  24.69%
O\\H\H\‘“\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
PR e e
460480500520
oH'\‘J‘ J“‘,“,“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester “W“‘W“‘W“‘W“‘
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.95%
5000
||| 1260
Y T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8405.D

Acqg On : 14 Dec 2021 21:55
Operator : CG/JU

Sample : M5076-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.946 3.00 ng 56303 1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 47
3 4-Acetoxytridecane 242 C15H3002 060826-30-4 28
4 Pentane, 1-(1-ethoxyethoxy)- 160 C9H2002 013442-89-2 23
5 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 23
Abundance Scan 503 (5.946 min): BP008405.D\data.ms (-498) (-) m/z 73.05 100.00%
73.0
5000 J\
T
5.60 5.80 6.00 6.20
Ol 1. 11826 2067 283.1 3740 46245278 ., 43,00 92.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0
5000 L BN B R
5.60 5.80 6.00 6.20
m/z 41.05 10.61%
115.0
0‘\‘\“rl\“h\\\\‘\\\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8775: 1-Methoxyethanimine, N-acetyl-
43.0
T
5.60 5.80 6.00 6.20
5000 m/z 115.05 10.61%
115.0
o‘uﬂmwm‘_LH,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126197: 4-Acetoxytridecane
43.0 5.60 5.80 6.00 6.20
m/z 55.00 7.28%
5000
Wi, [ 20
O o b R M amanEIE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8405.D

Acqg On : 14 Dec 2021 21:55
Operator : CG/JU

Sample : M5076-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.358 2.19 ng 55878 Naphthalene-d8 10.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
4 3,6,9,12-Tetraoxatetradeca-1,13-... 202 C10H1804 000765-12-8 50
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1253 (10.357 min): BPO08405.D\data.ms (-1244) (-  m/z 57.05 100.00%

57.0
5000
e —r
‘ 2071 ) 10.00 10.50
o Al Bi49 2071 2806 3932 4892547 ., 44,95 97.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —
10.00 10.50
m/z 40.95 31.87%
O‘\\‘\J“\‘J\h\“"\‘“\}‘]\_13%.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
— —r
10.00 10.50
5000 m/z 75.60  18.92%
ow\m-o,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15680: Di-sec-Butyl ether e T
45.0 10.00 10.50
m/z 56.05 13.67%
) ‘/\JL
Olllzo““ s —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8405.D

Acqg On : 14 Dec 2021 21:55
Operator : CG/JU

Sample : M5076-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.975 2.43 ng 86450  Chrysene-d12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Nonacos-1-ene 406 C29H58 018835-35-3 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 cis-1-Chloro-9-octadecene 286 C18H35C1 016507-61-2 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3058 (20.975 min): BP008405.D\data.ms (-3055) (-  m/z 55.00 100.00%

55.0
5000
‘ 1p5.1 —
21.00
268.9 341.0 4312
o H\'mhwszu m/z 57.05 98.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 LN
21.00
105.0 m/z 97.05 82.04%
| IM 196.0 2690
0‘\\\ "\TI\‘[\‘\\‘![l\Wf\‘\\\\[\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
——
21.00
5000 ITI/Z 43.05 81.15%
125.0
ol ‘h‘ml%o“f’“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester T
57.0 21.00
m/z 83.05 79.74%
- WMJAW\‘
210.0
oMH‘\%GO -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8405.D

Acqg On : 14 Dec 2021 21:55
Operator : CG/JU

Sample : M5076-14

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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|
2-Pentanone, 4-... 4.875 26.8 ng 504268 1 7.746 375905 20.0
2-Pentanone, 4-... 5.946 3.0 ng 56303 1 7.746 375905 20.0
Ethanol, 2-(2-b... 10.358 2.2 ng 55878 2 10.540 510687 20.0
Trifluoroacetox... 20.975 2.4 ng 86450 5 21.269 711852 20.0
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