LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131844.D

Acqg On : 27 Dec 2022 19:00

Operator : CG\JU

Sample : N6200-01

Misc . PL-502A-COMP-3

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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131844.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.040 497 502 510 rVB 593071 773520 34.03% 5.039%
2 5.445 567 571 574 rBV 1978361 1819081 80.04% 11.851%
3 6.463 739 744 747 rBV 1933549 1851083 81.44% 12.060%
4 6.828 803 806 810 rBV 574414 500621 22.03% 3.262%
5 7.398 898 903 906 rBV 1232329 1237382 54.44% 8.061%
6 8.122 1021 1026 1029 rBV 746313 634645 27.92% 4.135%
7 9.204 1204 1210 1213 rBV 2632261 2272810 100.00% 14.807%
8 9.886 1321 1326 1329 rBV 842935 748536 32.93% 4.877%
9 10.604 1444 1448 1451 rBV 311279 254105 11.18% 1.655%
10 10.680 1456 1461 1464 rBV 1471265 1369605 60.26%  8.923%
11 11.374 1575 1579 1583 rBV 856590 759531 33.42%  4.948%
12 11.904 1666 1669 1673 rBV 52547 47659 2.10% 0.310%
13 12.968 1846 1850 1854 rBV 2106503 1924857 84.69% 12.540%
14 13.539 1937 1947 1959 rBV2 33069 56091 2.47% ©.365%
15 13.874 2000 2004 2018 rBV4 60887 182197 8.02% 1.187%
16 14.027 2027 2030 2034 rBV 495538 421317 18.54% 2.745%
17 14.186 2054 2057 2061 rBV 36784 30272 1.33% 0.197%
18 14.492 2106 2109 2112 rVB 31837 27347 1.20% 0.178%

2.

19 15.515 2278 2283 2289 rVB 357937 438735 19.30%

Sum of corrected areas: 15349394
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 27 Dec 2022 19:00
: CG\JU
: N6200-01

.13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
BF131844.D

PL-502A-COMP-3

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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\BF122722\

Data File : BF131844.D

Acq On : 27 Dec 2022 19:00

Operator : CG\JU

Sample : N6200-01

Misc . PL-502A-COMP-3

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.040 30.90 ng 773520  1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CAS# 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 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2

016504-58-8 9

Abundance Scan 502 (5.040 min): BF131844.D\data.ms (-497) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T T e
4.80 5.00 5.20 5.40
Lo s ;
bl A m/z 59.00 61.72%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU LA L B L L B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.93%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RREREEE
4.80 5.00 5.20 5.40
5000 41.0 ITI/Z 58.00 14.35%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R ERmmRmEE TR
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.74%
5000
15.0 72‘-0 100.0
R Fr e
m/z--> 20 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\BF122722\

Data File : BF131844.D

Acq On : 27 Dec 2022 19:00

Operator : CG\JU

Sample : N6200-01

Misc PL-502A-COMP-3

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.604 6.79 ng 254105  Acenaphthene-di0 9.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 72
3 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
4 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47

Abundance Scan 1448 (10.604 min): BF131844.D\data.ms (-1444) (- m/z 105.00 100.00%
105.0
182.0
5000
51.0
—— —
152.0 | 10.50 11.00
o m/z 77.00  69.17%
miz--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 e —
10.50 11.00
51.0 m/z 182.00  56.03%
O T T ‘\ ‘\ } T \“M\ T “\ T T ]\.5‘%.\()\ \H T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #56777: Azobenzene
71.0
—— —
182.0 10.50 11.00
5000 m/z 51.00 26.05%
oL 390 1L15.0 152.0
e —
m/z--> 50 100 150 200 250
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl- — ——
105.0 10.50 11.00
m/z 181.00 8.83%
5000
51.0
ols0 . 1 1600 281.(
T T b e
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131844.D

Acq On : 27 Dec 2022 19:00

Operator : CG\JU

Sample : N6200-01

Misc . PL-502A-COMP-3

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Sulfurous acid, 2-propyl tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.539 2.66 ng 56091 Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 80
3 Hexacosane 366 C26H54 000630-01-3 74
4 10-Methylnonadecane 282 C20H42 056862-62-5 72
5 Pentacosane 352 (C25H52 000629-99-2 68
Abundance Scan 1947 (13.539 min): BF131844.D\data.ms (-1937) (- m/z 57.10 100.00%
57.1
L
0.1 ke ‘
13.50
191.0
oL~ ‘u ‘“h \hh ﬂ“mh il mm}uh‘ ] | ‘2‘3‘1‘2‘ ‘2‘8‘0‘9‘ P m/z 71.10 67.49%
m/z--> 50 100 150 200 250 300 350
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000
5.0 13.50
m/z 43.10 58.77%
h M1250 182.0
O\“\‘\ “ \H\H\\\\\H\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
T \
13.50
5000 50 m/z 85.10 52.53%
125.0
ol ‘\ w 0 Bre eeio
miz--> 50 100 150 200 250 300 350 /k
Abundance #275537: Hexacosane LT i) L
57.0 13.50
m/z 54.95 38.72%
5000
oL ‘L‘ 1l M | 141:0183.0 225.0 267.0 309.0 367
i e —
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131844.D

Acq On : 27 Dec 2022 19:00
Operator : CG\JU

Sample : N6200-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

PL-502A-COMP-3

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 4 Oxalic acid, isobutyl hexad... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
13.874  s.65ng 182197 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87

2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 70

5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 70

Abundance Scan 2004 (13.874 min): BF131844.D\data.ms (-2000) (- m/z 57.00 100.00%
57.0
o JM
1350 14.00
5.1 . .
207.9
o‘HwHw‘h‘fhwwmﬁ?%ﬁww_Hwwwwwm_ m/z 43.05 83.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 — ——
13.50 14.00
m/z 71.05 65.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
13.50 14.00
5000 m/z 55.00 65.34%
5.0
252.0
OJih‘_369-0648-'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #126382: 1-Decanol, 2-hexyl- — —
57.0 13.50 14.00
m/z 83.00 53.27%
) h
5.0
oHﬁ.ZM-O o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131844.D

Acqg On : 27 Dec 2022 19:00

Operator : CG\JU

Sample : N6200-01

Misc . PL-502A-COMP-3

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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-... 5.040 30.9 ng 773520 1 6.834 500621 20.0
Benzophenone 10.604 6.8 ng 254105 3 9.886 748536 20.0
Sulfurous acid,... 13.539 2.7 ng 56091 5 14.027 421317 20.0
Oxalic acid, is... 13.874 8.7 ng 182197 5 14.027 421317 20.0
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