LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131939.D

Acqg On : 06 Jan 2023 13:48
Operator : CG\JU

Sample : N6243-10

Misc :

ALS vial : 6 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: BF131939.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.998 490 495 507 rVB 508700 628445 37.18% 5.244%
2 5.410 561 565 568 rBv 1677700 1515523 89.66% 12.646%
3 6.434 734 739 742 rBV 1607391 1553867 91.93% 12.966%
4 6.622 768 771 778 rBV2 41029 39826 2.36% 0.332%
5 6.798 797 801 804 rVB 469485 402369 23.80% 3.357%
6 7.369 893 898 900 rBV 1135979 999687 59.14% 8.342%
7 7.392 900 902 905 rVB 36916 28627 1.69% 0.239%
8 8.086 1016 1020 1023 rVB 603293 473841 28.03%  3.954%
9 9.169 1199 1204 1207 rBV 2149153 1690320 100.00% 14.104%
10 9.545 1265 1268 1273 rBv4 18426 23242 1.38% 0.194%
11  9.845 1316 1319 1323 rVB 564825 513697 30.39% 4.286%
12 10.180 1370 1376 1378 rBV7 14778 24995 1.48% 0.209%
13 10.251 1385 1388 1391 rBV2 40166 38100 2.25% ©0.318%
14 10.498 1427 1430 1435 rVB 21402 21902 1.30% 0.183%
15 10.569 1438 1442 1445 rVVW 425403 339984 20.11% 2.837%
16 10.645 1451 1455 1458 rBV 1078566 918977 54.37% 7.668%
17 10.763 1472 1475 1482 rVB3 80051 90729 5.37% 0.757%
18 11.233 1552 1555 1560 rVB 68941 68365 4.04% 0©.570%

3.

19 11.345 1570 1574 1576 rBV 536171 470821 27.85%
20 12.939 1841 1845 1848 rVB 1441037 1200310 71.01% 10.016%

21 13.839 1995 1998 2006 rVB2 140150 195303 11.55% 1.630%
22 13.998 2022 2025 2028 rVB 432929 369433 21.86%  3.083%

23 15.474 2272 2276 2281 rVB 312249 375988 22.24% 3.137%

Sum of corrected areas: 11984351
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Jan 2023 13:48
¢ CG\JU
: N6243-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
BF131939.D

: 6 Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->

TIC: BF131939.D\data.ms

5410 6.434

7.369

4.998 6.798

6.622 7,392

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2000000

1500000

1000000

500000

TIC: BF131939.D\data.ms
9.169

12.939

10.645

8.086 9.845

0
Time-->

— — — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF131939.D\data.ms

13.998

15.474
13.839

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ‘ T
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\BF010623\
Data File : BF131939.D

Acqg On : 06 Jan 2023 13:48
Operator : CG\JU

Sample : N6243-10

Misc

ALS vial : 6 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

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.
4.998 31.24 ng 628445 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# 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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 495 (4.998 min): BF131939.D\data.ms (-490) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SO | W
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Ot m/z 59.00  65.42%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 B B RN B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  23.36%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Ramas e A RE R
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.10 15.11%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime R EAREARRREE o
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.42%
5000
101.0
15.0
ol 800880 L
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\BF010623\
Data File : BF131939.D

Acqg On : 06 Jan 2023 13:48
Operator : CG\JU

Sample : N6243-10

Misc

ALS vial : 6 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

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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.569 13.24 ng 339984  Acenaphthene-d10 9.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 72
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 53
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
Abundance Scan 1442 (10.569 min): BF131939.D\data.ms (-1438) (| m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
N \
10.50
151.9
Ol et L 2280 TR 2191 7 76,95 72.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 s :
10.50
51.0 m/z 182.00  56.61%
0 2?.0 | L ‘ 152.0 |
\\\‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
77.0
RN \
182.0 10.50
5000 m/z 51.00 27 .69%
51.0 105.0
o270 ‘ 128.0 15%0
R A RA A E e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40879: N-Methoxy-N-methylbenzamide — ‘
105.0 10.50
m/z 50.00 8.77%
77.0
5000
51.0
oL.280 | 1340 1650 A
A R R AR RARRRES: bt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131939.D

Acqg On : 06 Jan 2023 13:48
Operator : CG\JU

Sample : N6243-10

Misc

ALS vial : 6 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

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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.763 3.85 ng 90729  Phenanthrene-d1e 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74
2 Heptacosane 380 C27H56 000593-49-7 72
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 72
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 58

Abundance Scan 1475 (10.763 min): BF131939.D\data.ms (-1472) (- m/z 57.00 100.00%

57.0
5000

183.1 — —
‘ %91 ‘ 10.50 11.00
ol MLLLLIE o0 s s1.a7
miz--> 50 100 150 200 250 300 350
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 Rt e
10.50 11.00

m/z 43.05 60.20%

113.0
183.0
O \“\“\“‘f“\“\\“‘\\\“\“\\\2\5‘3\0\\\‘\\\\’\\\\
mi/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

T
10.50 11.00

5000 m/z 85.10 29.67%
ol \\h F ‘%410183022502670 323.0 380.
A T e
m/z--> 50 100 150 200 250 300 350
Abundance #33083: Decane, 2-methyl- —
57.0 10.50 11.00

m/z 41.00 27.61%

5000
112.0

014d“ L | 1560

m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131939.D

Acqg On : 06 Jan 2023 13:48
Operator : CG\JU

Sample : N6243-10

Misc

ALS vial : 6 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

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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.233 2.90 ng 68365 Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Dodecane 170 C12H26 000112-40-3 93
3 Tetradecane 198 C14H30 000629-59-4 90
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 1555 (11.233 min): BF131939.D\data.ms (-1552) (- m/z 57.10 100.00%

57.1
5000 85.0

113.1 ‘ T
| L0 1831 2291 pgo 1100 1150
wu,uu‘uu‘,w‘\m\‘ H‘\\”“\\1‘\“‘\”\\‘\“‘\‘\\\“HH“‘}H\‘h“u‘u‘\\‘H‘HH‘H m/z 71.10 84.42%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107218: Hexadecane
57.0

5000

o

11.00 11.50
290‘ 85.0 m/z 43.10  54.31%

‘\ L M‘ 113.0141.0169.0197.0 226.0
\H’\H\‘HH’HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #45479: Dodecane
43.0

o

710 11.00 11.50
5000 m/z 85.05 44.73%
“ ‘ H 98.0 1270 170.0
0 ”W‘”J“”‘Vﬂhﬂ‘”W”M\J‘W”‘W‘NW‘”‘M”‘M‘”M‘”\”
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #74004: Tetradecane P P
57.0 11.00 11.50

m/z 41.00 33.09%

5000 85.0 WM
29.0

113.0 198.0
| ‘ L) 141.0169.0

o

‘ T
m/z--> 20 40 60 80 100120140160 180 200 220240 260 11.00 11.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\

Quant Method

Quant Title

TIC Library

BF131939.D
: 06 Jan 2023 13:48
: CG\JU
: N6243-10
: 6 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

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-Tetracosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.839 10.57 ng 195303  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 96
2 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 95
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 94

4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02
5 Pentafluoropropionic acid, tetra... 360 C17H29F502

005454-48-8 91
006222-06-6 91

Abundance Scan 1998 (13.839 min): BF131939.D\data.ms (-1995) (- m/z 43.10 100.00%
43.1 83.1
5000
| 2131 e
25.1 : 308.2 : :
oLty Al “‘\ ol ““}7“2&‘ ket g?q% g b 3?5 m/z 55.00  95.12%
miz--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0) 83.0
5000 — —
13.50 14.00
25.0 m/z 57.16 91.39%
0 \“\ ‘ “ \”“‘ f \‘H“ ‘M‘ ‘H‘ ‘%\Gﬁﬁ)\z“lgp\ L L B ?3\6\(‘)\
m/z--> 50 100 150 200 250 300 350
Abundance #244234: Cyclodocosane, ethyl-
57.0
97.0 [ LN
13.50 14.00
5000 m/z 83.10 88.82%
307.0
39.0
oo UL 0 0 0 es0 70
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)- — —
57.0 13.50 14.00
m/z 69.10 87.28%
97.0
5000
oL 1L 19990 1820 2240 2800 I
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010623\
Data File : BF131939.D

Acqg On : 06 Jan 2023 13:48
Operator : CG\JU

Sample : N6243-10

Misc

ALS vial : 6 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-... 4.998 31.2 ng 628445 1 6.798 402369 20.0
Benzophenone 10.569 13.2 ng 339984 3 9.845 513697 20.0
Hexadecane, 2,6... 10.763 3.9 ng 90729 4 11.345 470821 20.0
Hexadecane 11.233 2.9 ng 68365 4 11.345 470821 20.0
1-Tetracosene 13.839 10.6 ng 195303 5 13.998 369433 20.0
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