LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129530.D

Acqg On : 03 Aug 2022 03:33
Operator : CG\JU

Sample : N3991-01 10X

Misc :

ALS Vvial : 22 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129530.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.510 544 548 559 rBV 252009 251893 23.51% 3.161%
2 6.522 717 720 733 rBV 270924 249398 23.28% 3.130%
3 6.875 776 780 784 rBV 1171061 914006 85.32% 11.469%
4 6.945 788 792 809 rBvV3 24213 92649 8.65% 1.163%
5 7.433 872 875 884 rBV 161761 144420 13.48% 1.812%
6 8.157 995 998 1002 rBV 1238376 1071307 100.00% 13.443%
7 9.227 1177 1180 1188 rBV 291740 261997 24.46%  3.288%
8 9.916 1293 1297 1300 rBV 1329358 1024320 95.61% 12.854%
9 10.333 1364 1368 1370 rBV 33467 27633 2.58% 0.347%
10 10.551 1398 1405 1408 rBV2 43387 56338 5.26% 0.707%
11 10.710 1428 1432 1436 rBV 143782 148311 13.84% 1.861%
12 10.816 1445 1450 1453 rBvV3 58897 95160 8.88% 1.194%
13 11.257 1522 1525 1527 rBV 59444 51787 4.83% 0.650%
14 11.286 1527 1530 1532 rW 81403 76604  7.15% 0.961%
15 11.404 1547 1550 1553 rBV 1095271 1015611 94.80% 12.744%
16 11.633 1587 1589 1592 rBV3 45787 45663 4.26% ©.573%
17 11.680 1594 1597 1600 rvVv 84489 71787 6.70% 0.901%
18 11.845 1623 1625 1630 rBV6 33170 53213 4.97% 0.668%
19 11.957 1642 1644 1647 rBV 135692 97841 9.13% 1.228%
20 12.092 1664 1667 1669 rBV 89073 82163 7.67% 1.031%

21 12.374 1712 1715 1718 rBV 110605 123821 11.56%
22 12.480 1730 1733 1735 rBV2 145263 141299 13.19%
23 12.586 1748 1751 1754 rBV3 111315 152557 14.24%
24 12.621 1755 1757 1759 rVV 125855 107500 10.03%
25 12.851 1794 1796 1799 rBV2 198477 178436 16.66%
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26 12.968 1813 1816 1817 rBV 270651 294771 27.52%
27 12.986 1817 1819 1822 rVB 321695 336371 31.40%
28 13.339 1876 1879 1881 rBV2 278926 305670 28.53%
29 14.056 1998 2001 2005 rBV 555373 496615 46.36%
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Sum of corrected areas: 7969141
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Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\

: BF129530.D

: 03 Aug 2022 03:33
: CG\JU

: N3991-01 10X

: 22 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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\BF080222\
Data File : BF129530.D

Acq On : 03 Aug 2022 03:33
Operator : CG\JU

Sample : N3991-01 10X

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 1-Pentanol, 2-ethyl-4-methyl-  Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.945 2.03 ng 92649  1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 83
2 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 59
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
4 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 45
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 42
Abundance Scan 792 (6.945 min): BF129530.D\data.ms (-788) (-) m/z 57.05 100.00%
57.0
5000
83.1
39 ‘ 6.60 6.80 7.00 7.20
0 “‘M“‘M ‘wm\‘W\\N‘\\H‘\\\\‘\\\w\\\\ m/z 41.05 30.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
5000 L L N B LR I
6.60 6.80 7.00 7.20
20.0 ‘ 83.0 m/z 43.05 26.67%
O ““‘H“““““Lﬂ‘“H\““1"‘\‘\“]-‘].}2.‘(]‘“““““““
miz--> 20 40 60 80 100 120 140 160
Abundance #43550: 3-Undecene, 6-methyl-, (E)-
57.0
o ARBEGS LRSS e
6.60 6.80 7.00 7.20
5000 m/z 55.05 25.01%
29.0 98.0
0 “ Ll M MH\79'Q \‘ ; 125.0 16\80
I o e L T
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl- T
57.0 6.60 6.80 7.00 7.20
m/z 56.00 22.41%
5000
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Data Path :
Data File :
: 03 Aug 2022 03:33
: CG\JU

: N3991-01 10X

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\

BF129530.D

: 22 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Octacosane, 2-methyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
12.374 2.44 ng 123821  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
2 Tetracosane 338 C24H50 000646-31-1 80
3 Pentadecane 212 C15H32 000629-62-9 74
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72
5 Octadecane, 1-chloro- 288 (C18H37C1 003386-33-2 72

Abundance Scan 1715 (12.374 min): BF129530.D\data.ms (-1712) (-} | m/z 57.10 100.00%
57.1

5000 M
1 — —
12.00 12.50
ol u“ “‘ i umM‘ Laahl erl ae10s028 m/z 43.10  56.31%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — —
12.00 12.50
0.0 m/z 71.10  48.52%
ol L1 3#201830225.0067.03000 3650
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 50 100 150 200 250 300 350

%

Abundance #246481: Tetracosane
— —
12.00 12.50
5000 ITI/Z 85.10 39.54%
9.0
0 \‘ | u“\ ‘h\ h‘ | ]‘\.4?‘9 1783'0225'0267'0 338.0
A e A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #90193: Pentadecane “ ——
57.0 12.00 12.50
m/z 56.10 20.09%
5000 \/M
212.0
‘ | Fg.o 141.0
I I e N — - —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129530.D

Acq On : 03 Aug 2022 03:33
Operator : CG\JU

Sample : N3991-01 10X

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 3 Decane, 3,8-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.480 2.78 ng 141299  Phenanthrene-di0 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
2 Hexadecane 226 Cl6H34 000544-76-3 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 83
5 Decane, 1-iodo- 268 C10H21I 002050-77-3 81
Abundance Scan 1733 (12.480 min): BF129530.D\data.ms (-1730) (- m/z 57.10 100.00%
57.1
5000 M
99.1 1250
"1133.0 2111 -
ob o d bl 2201682 ST 27413083 0 4310 62.38%
miz--> 50 100 150 200 250 300
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 T
12.50
m/z 71.106 57.01%
‘ 99‘0 1410
O\ T T \h“\ H M \‘ T T \ ‘ L L ‘ T L T ‘ L L ‘ T L
miz--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0
—
12.50
5000 m/z 85.10 42 .65%
99.0
J80 | | L1110 1410 1830 2260
—— “ A
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 12.50
m/z 41.10 31.09%
5000 M
99.
o | \ b ° 1410 1830 2300 2960
— ““ 1 e
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129530.D

Acq On : 03 Aug 2022 03:33
Operator : CG\JU

Sample : N3991-01 10X

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Octadecane, 1-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.586 3.00 ng 152557  Phenanthrene-di0 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 1-chloro- 288 (C18H37C1 003386-33-2 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 70
3 Tetracosane, 1-bromo- 416 C24H49Br 006946-24-3 64
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 62
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 60
Abundance Scan 1751 (12.586 min): BF129530.D\data.ms (-1748) (-} m/z 57.10 100.00%
57.1
5000 M/\N
| T s
151.1 2111 :
0lrrriih ‘“ M‘ u\‘ \“‘ M Hw‘h‘m‘ \‘d“m\‘\ - 28? ‘1‘ ‘3‘4‘2‘]‘-‘ . m/z 71.10 71.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184136: Octadecane, 1-chloro-
57.0
5000 — :
12.50
m/z 43.10 64.63%
oL H 1610 2170 2880
m/z--> 50 100 150 200 250 300 350 400
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
12.50
5000 m/z 85.10 46.18%
o111 1830 2530
m/z--> 50 100 150 200 250 300 350 400
Abundance #311452: Tetracosane, 1-bromo- —
57.0 12.50
m/z 55.10 44.92%
5000
135.0
oL LA i o, 1920 2330230 70 aio .
m/z--> 50 100 150 200 250 300 350 400 12.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
BF129530.D

: 03 Aug 2022 03:33
: CG\JU
: N3991-01 10X

: 22

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Nonadecane Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
13.339 12.31 ng 305670  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 64
3 Hexacosane 366 C26H54 000630-01-3 64
4 Octadecane 254 C18H38 000593-45-3 58
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 58

Abundance Scan 1879 (13.339 min): BF129530.D\data.ms (-1876) (- m/z 57.10 100.00%
57.1
7.1
5000
‘ 13.00 13.50
197.2 2661 } : :
oL “‘uH‘WM Lo2l2 (D07 31638570 hsp 7118 75.85%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — —
13.00 13.50
m/z 85.10 70.96%
9.0
oLl L) 29 1016502250208
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— —
13.00 13.50
5000 m/z 97.10 67.99%
141.0
oL L L L1 141018 02250267.03000 3650
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ —
57.0 13.00 13.50
m/z 43.10 67.49%
5000
oL L ! M | 141:0183.0225.0267.0309.0 367.0
A A T T e P e
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129530.D

Acqg On : 03 Aug 2022 03:33
Operator : CG\JU

Sample : N3991-01 10X

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
1-Pentanol, 2-e... 6.945 2.0 ng 92649 1 6.875 914006 20.0
Octacosane, 2-m... 12.374 2.4 ng 123821 4 11.410 1015610 20.0
Decane, 3,8-dim... 12.480 2.8 ng 141299 4 11.410 1015610 20.0
Octadecane, 1-c... 12.586 3.0 ng 152557 4 11.410 1015610 20.0
Nonadecane 13.339 12.3 ng 305670 5 14.057 496615 20.0
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