LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129791.D

Acqg On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc :

ALS Vvial : 11  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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129791.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.040 465 468 481 rVB 741752 871304 24.51% 3.444%
2 5.463 536 540 557 rBV 2630433 2529098 71.14% 9.996%
3 6.475 708 712 726 rBV 2927557 2629032 73.95% 10.391%
4 6.822 767 771 775 rBV 1065826 933731 26.26% 3.691%
5 7.386 863 867 876 rBV 1853736 1788635 50.31% 7.069%

6 8.104 984 989 993 rBV 1544613 1298327 36.52% 5.132%
7 9.180 1166 1172 1175 rBV 3884528 3523221 99.10% 13.925%
8 9.857 1283 1287 1291 rBV 1779746 1546025 43.49% 6.111%
9 10.657 1419 1423 1426 rBV 2226624 2093214 58.88% 8.273%
10 11.351 1537 1541 1544 rBV 1886747 1567924 44.10% 6.197%
11 12.568 1744 1748 1753 rBV 72177 64026 1.80% ©.253%
12 12.798 1781 1787 1793 rBV 71857 75209 2.12%  ©0.297%

13 12.939 1806 1811 1814 rBV 3679671 3555203 100.00% 14.052%
14 13.886 1964 1972 1982 rBV8 41529 176623  4.97% ©.698%

15 13.998 1987 1991 1995 rBV 1192682 1078328 30.33% 4.262%
16 14.886 2139 2142 2147 rBV 146079 147687 4.15% 0.584%
17 15.074 2171 2174 2177 rVB2 82233 86133 2.42% 0.340%
18 15.209 2191 2197 2201 rBVS 16749 43316 1.22% 0.171%
19 15.468 2234 2241 2254 rVB 670204 859772 24.18% 3.398%
20 15.651 2268 2272 2277 rBvV2 40325 58712 1.65% 0.232%
21 15.874 2305 2310 2317 rVB 111155 164055 4.61% 0.648%
22 16.662 2440 2444 2451 rVB6 26906 49077 1.38% 0.194%
23 16.951 2487 2493 2502 rVB3 56413 123097 3.46% 0.487%
24 17.639 2604 2610 2614 rBVS 15769 39037 1.10% 0.154%
Sum of corrected areas: 25300786
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129791.D

Acq On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129791.D\data.ms
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Abundance TIC: BF129791.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129791.D

Acq On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 18.66 ng 871304 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 468 (5.040 min): BF129791.D\data.ms (-465) (-) m/z 43.05 100.00%
43.0
59.0
5000
101.1 e
| ‘ 830 4.80 5.00 5.20 5.40 ;
or———r——— bl e m/z 59.05 63.35%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL B L I R LN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 21.10%
. | 83.0 |
O \\\‘\‘\“\\“‘\\\w“\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
N EEAREmEE R
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 15.46%
bl L 128020
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R AR AN
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000
58.0
15.0
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\BF081522\
Data File : BF129791.D

Acq On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.886 3.28 ng 176623  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 ©52132-58-8 91
Abundance Scan 1972 (13.886 min): BF129791.D\data.ms (-1964) (- m/z 43.10 100.00%
07.1
5000
— —
“ h ‘# 2071 2831 13.50 14.00
ol Il R m/z 57.85 85.32%
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
5000 — —
11.0 13.50 14.00
m/z 54.95 80.41%
oLkl ik 154010502930 2050
miz--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
— —
13.50 14.00
m/z 83.05 72.97%
5000 11.0 /
1690
olsg L L Mw U T
m/z--> 50 150 200 250 300 350
Abundance #215083.1—Henemosanol o —
55.0 13.50 14.00
97.0
m/z 69.05 67.86%
h WAM
0 | B0momeono e
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\BF081522\
Data File : BF129791.D

Acq On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Oxirane, heptadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.886 3.44 ng 147687  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 Eicosanal- 296 C20H400 002400-66-0 95
3 Octadecanal 268 C18H360 000638-66-4 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 Hexacosanal 380 C26H520 026627-85-0 91

Abundance Scan 2142 (14.886 min): BF129791.D\data.ms (-2139) (- m/z 57.10 100.00%

57.1
96.0
5000
— ——
m 371 5080 254.0 360, | 1450 15.00
ob AR Bt oy SO0 S P8 m/z 43.10 0 88.27%
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
5000 o —
14.50 15.00
m/z 82.05 75.37%
24.0
| H\ I 166.0 222.0 264.0
0 ‘\‘\“‘ \“\“\ 4 ““\‘\ f \“‘\ ety " \‘\ LA L
m/z--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
43.0 - P
14.50 15.00
5000 m/z 55.05 66.03%
24.0
.| 16602080 2780
0 e
m/z--> 50 100 150 200 250 300 350
Abundance #158567: Octadecanal “ —
43.0 82.0 14.50 15.00
m/z 83.10 60.77%
5000
24.0 .
| ) | 1940, |
0 ‘NH‘NJMWN‘MM‘Mu‘W IR B e A — ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129791.D

Acq On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octacosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.074 2.00 ng 86133 Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Decane, 1-iodo- 268 C10H21I 002050-77-3 87
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2174 (15.074 min): BF129791.D\data.ms (-2171) () ' m/z 57.05 100.00%
57.0
RN
‘ L] 9\ : 11831 268.1 356.0 1500
oLt b ] s ‘ iorn 22602081 900 myz 71.e5  64.65%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 —— :
15.00
9.0 m/z 43.10  58.40%
ol ‘\\ | L1 34101830225.0567, 0309.0 3650
\\\‘\\\\‘!\\\‘\T\\‘\\\\‘\\\ \\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
RN
15.00
5000 m/z 85.10 49,56%
9.0
oL 11111 141018302250 2950 3520
e R B L o s e
m/z--> 50 100 150 200 250 300 350
Abundance #157263: Decane, 1-iodo- T ‘
43.0 15.00
m/z 55.05 25.09%
5000 5.0
141.0
AEESEENT et T L I .
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129791.D

Acq On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 5 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.874 3.82 ng 164055 Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 1-iodo- 436 C22H451 1000406-31-9 91
4 Pentacosane 352 (C25H52 000629-99-2 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2310 (15.874 min): BF129791.D\data.ms (-2305) (-) ' m/z 57.05 100.00%
57.0
- MJLJ
- ——
‘ 15.50 16.00
ol d I H L% n 15%32??5?‘2?9 0 380 ' 2 7110 65.43%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 = S
15.50 16.00
m/z 43.05 60.00%
oL ‘L‘ I H | 14101830 225.0 267.0 309.0 367
\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— ——
15.50 16.00
5000 m/z 85.10 51.11%
‘ 9.0
41.0
o5 || 111 140130250 2900
m/z--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo- n— T
57.0 15.50 16.00
m/z 55.00 23.04%
5000
9.0
ot B 0tm0s90 W90 T
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129791.D

Acq On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 6 Octadecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.951 2.86 ng 123097 Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 58
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 55
3 Octacosane 394 C28H58 000630-02-4 55
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 53
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 49
Abundance Scan 2493 (16.951 min): BF129791.D\data.ms (-2487) (-) ' m/z 57.05 100.00%
57.0
2 ”“mﬂAw~mw]\wawww“Mw
9.0 276.1 —r—
207.0
il
ol bl b e b e T m/z 71.18 62.57%
m/z--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 R
17.00
0.0 m/z 43.10 54.30%
0 5. “\ | \‘ | \]\-5\591970 25\\?’0
\\\\‘\T\\‘\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
17.00
5000 m/z 85.10 53.75%
9.0
141.0
ol u“ ‘ " | | 1410183.02250267.03000 3650
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 17.00
m/z 55.00 22.19%
. WWWW
9.0
oLl 1] 141018302250 2810 337.0 394.
A e e ——
m/z--> 50 100 150 200 250 300 350 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129791.D

Acqg On : 15 Aug 2022 20:47
Operator : CG\JU

Sample : N4200-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 18.7 ng 871304 1 6.822 933731 20.0
Dichloroacetic ... 13.886 3.3 ng 176623 5 13.998 1078330 20.0
Oxirane, heptad... 14.886 3.4 ng 147687 6 15.468 859772 20.0
Octacosane, 2-m... 15.074 2.0 ng 86133 6 15.468 859772 20.0
Hexacosane 15.874 3.8 ng 164055 6 15.468 859772 20.0
Octadecane, 1-i... 16.951 2.9 ng 123097 6 15.468 859772 20.0
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