LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110520\
Data File : BG@47233.D

Acqg On : 6 Nov 2020 00:24

Operator : CG/JU

Sample : L4641-05 :
Misc : P0102-CAS002-0204-01

ALS Vvial : 10 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_G\METHODS\8270-BG110420.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@47233.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.559 371 378 389 rVB 785483 1255965 38.45% 6.841%
2 7.163 642 651 665 rBV 846845 1422503 43.54% 7.748%
3 7.586 717 723 728 rBvV2 21223 36461 1.12% 0.199%
4 8.003 788 794 801 rBV 220143 361551 11.07%  1.969%
5 9.166 984 992 1001 rBV 525450 921096 28.20% 5.017%

6 10.817 1264 1273 1279 rBV 322815 558230 17.09%  3.040%
7 13.261 1681 1689 1699 rBV 1469012 2314463 70.85% 12.606%
8 14.084 1822 1829 1840 rBV 155036 237905 7.28% 1.296%
9 14.642 1912 1924 1931 rBV 586729 889841 27.24%  4.846%
10 16.129 2170 2177 2189 rBV 1438544 2098498 64.24% 11.429%

11 17.386 2384 2391 2396 rBV 714390 1072255 32.82% 5.840%

12 17.427 2396 2398 2406 rVB 74547 97964 3.00% 0.534%

13 18.273 2537 2542 2552 rBV2 554783 822103 25.17% 4.478%

14 18.796 2629 2631 2638 rBV7 25064 40320 1.23% ©.220%
Q.

15 19.436 2735 2740 2744 rBV 113881 173634  5.32%

16 19.542 2754 2758 2762 rBV2 210124 288496  8.83%
17 19.995 2830 2835 2840 rBV 2493817 3266777 100.00% 17.
18 20.847 2977 2980 2983 rVB 138584 157590  4.82%
19 21.293 3053 3056 3067 rVB3 231276 440429 13.48%
20 21.646 3111 3116 3122 rVB2 605799 974454 29.83%

UINO NP
00
Ul
[e]
R

21 24.842 3653 3660 3669 rVB 358672 930025 28.47% 5.065%

Sum of corrected areas: 18360560
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110520\
Data File : BG@47233.D

Acqg On : 6 Nov 2020 00:24

Operator : CG/JU

Sample : L4641-05 :
Misc : P0102-CAS002-0204-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG047233.D\data.ms
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Abundance TIC: BG047233.D\data.ms
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Abundance TIC: BG047233.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110520\
Data File : BG@47233.D

Acqg On : 6 Nov 2020 00:24

Operator : CG/JU

Sample : L4641-05 :
Misc : P0102-CAS002-0204-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butanoic acid, 4-methoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.586 2.02 ng 36461 1,4-Dichlorobenzene-d4 8.003

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 59
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 38
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 37
Abundance Scan 723 (7.586 min): BG047233.D\data.ms (-717) (-) m/z 45.10 100.00%
45.1
5000
59.1
R R R
7?.0 7.20 7.40 7.60 7.80 8.00
89.0 103.0 119.3 o
Ol b b SO0 2030 1193 5910 29.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8694 Butanoic acid, 4-methoxy-
453.0
59.0 ﬂ
5000 ‘\\\\‘\\\\‘\/\\f\\\/\\‘\\\\/’\\\
7.20 7.40 7.60 7.80 8.00
m/z 72.10 20.39%
0 H‘HH‘HH‘\\\\‘HH\‘\‘\\W!1\\\\“‘}\\\‘\\‘“‘\\\\i\;\\\‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
e
7.20 7.40 7.60 7.80 8.00
5000 m/z 43.10 15.01%
31.0 590 730 89.0
ohso L L 0o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)- BREEEEEEEEEEEEE SRR
45.0 7.20 7.40 7.60 7.80 8.00
m/z 60.10 13.24%
5000
7?0 104.0
ST Y1 WOV R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110520\
Data File : BG@47233.D

Acqg On : 6 Nov 2020 00:24

Operator : CG/JU

Sample : L4641-05 :
Misc : P0102-CAS002-0204-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.273 15.33 ng 822103  Phenanthrene-die 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2542 (18.273 min): BG047233.D\data.ms (-2537) (- m/z 73.10 100.00%
1

43.1 73
5000 129.1 213.2
‘ 171.1 256.1 18,00 18,50
oww‘g“m “:‘eu‘”!“‘J:h“‘uw‘v‘:,wwwm‘“H‘m“uMHuw‘ww‘ww m/z 43.10 97.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
1710 2130 256.0 m/z 60.10 94.21%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72643: Tridecanoic acid
73.
43.0 0
—— =
18.00 18.50
5000 129.0 ITI/Z 55.10 83.48%
171.0
‘ ‘ ‘ 214.0
0 H““:H‘U‘H”!‘M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid = —
43.0 ,73.0 18.00 18.50
m/z 41.10 82.19%
5000 129.0
‘ 199.0 2420
0“WNMWMJ“‘ 198, P —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110520\
Data File : BG@47233.D

Acqg On : 6 Nov 2020 00:24

Operator : CG/JU

Sample : L4641-05 :
Misc : P0102-CAS002-0204-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.542 5.92 ng 288496 Chrysene-d12 21.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68

Abundance Scan 2758 (19.542 min): BG047233.D\data.ms (-2754) (- m/z 73.10 100.00%

129.0
5000
185.1 241.2
284.3 o ‘
) 374. 19.50
m— 3283978 m/z 57.10  95.28%
mlz--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 —— ‘
19.50
185.0 2410284-0 m/z 43.10  95.19%
oL ““ H‘ ‘}M\ M ‘ \‘ “ “‘ " ‘\‘\‘ ‘\ ‘\‘ . e
miz--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
U \
19.50
m/z 60.10 94.72%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
ob— \‘ﬂ‘\ MM\\MH M\ uf \‘\‘ ‘\ “‘ | ‘\‘\‘ “ - “‘ R ’3‘7‘2‘(
miz--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid e ‘
73.0 19.50
m/z 55.10 83.33%
5000 129.0
29.0
‘ ‘ 199.0 242 0
O\\‘\H‘ ” P
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110520\
Data File : BG@47233.D

Acqg On : 6 Nov 2020 00:24

Operator : CG/JU

Sample : L4641-05 :
Misc : P0102-CAS002-0204-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1,1-Dichloro-2,2-bis(p-chlo... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.847 3.23 ng 157590 Chrysene-d12 21.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10Cl4 000072-54-8 94
2 p,p'-DDT 352 C14H9C15 000050-29-3 90
3 m,p'-DDD 318 Cl4HiecCl4 004329-12-8 87
4 o,p'-DDT 352 C14H9C15 000789-02-6 83
5 3-Butanone, 1,1-bis(4-chlorophen... 320 C18H18C120 1000158-20-4 80

Abundance Scan 2980 (20.847 min): BG047233.D\data.ms (-2977) (- m/z 235.00 100.00%

235.0
= T
95.1 ‘ 20.50 21.00
LSRN W w‘www\u Ao 300135614112 489. /) 537.00  64.10%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #159157: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
23b.0
5000 e s
165.0 20.50 21.00
m/z 165.10 40.54%
75‘-0 W 320.0
0 \\\‘I\‘\“\M\‘ii‘\\\I“\“‘\H\h\\“‘1\‘\\r‘[\\\\‘\U\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #184860: p,p'-DDT
235.0
— ——
20.50 21.00
5000 165.0 m/z 199.85  15.19%
75.0
Obr it o dd b 1 2880, 5500
miz--> 50 100 150 200 250 300 350 400 450
Abundance #159153: m,p'-DDD _— —
235.0 20.50 21.00
m/z 236.00 14.77%
165.0
5000
75.0
PIEUY VRO VI T N S N LA
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110520\
Data File : BG@47233.D

Acqg On : 6 Nov 2020 00:24

Operator : CG/JU

Sample : L4641-05 :
Misc : P0102-CAS002-0204-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Trichloroacetic acid, penta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.293 9.04 ng 440429 Chrysene-d12 21.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
2 Cyclotetracosane 336 C24H48 000297-03-0 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 1-Hexadecanol 242 C16H340 036653-82-4 83
Abundance Scan 3056 (21.293 min): BG047233.D\data.ms (-3053) - m/z 57.10 100.00%
o
5000
21.00 21.50
‘ 255 1 305 1 1
ol “ ! H‘\ A ““‘\“““Hv“‘\“ RSB A2l s 4310 96.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
D7.0
5000 —r— —
21.00 21.50
m/z 55.10 94.01%
OM ““ “Hh‘].h5‘3\(\)\\2‘1\0\0\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
83.0
—— —
21.00 21.50
5000 3360 m/Z 83 . 16 89. 86%
29,0 0
LT psm0, | zrmo
ol d b il “‘“VWWN‘“:m“““‘,“ﬂ““u““‘
miz--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecyl ester —— ——
43.0 21.00 21.50
m/z 69.10 76.96%
5000
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110520\
Data File : BG@47233.D

Acqg On : 6 Nov 2020 00:24

Operator : CG/JU

Sample : L4641-05 :
Misc : P0102-CAS002-0204-01

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butanoic acid, ... 7.586 2.0 ng 36461 1 8.003 361551 20.0
n-Hexadecanoic ... 18.273 15.3 ng 822103 4 17.386 1072260 20.0
Octadecanoic acid 19.542 5.9 ng 288496 5 21.646 974454 20.0
1,1-Dichloro-2,... 20.847 3.2 ng 157590 5 21.646 974454 20.0
Trichloroacetic... 21.293 9.0 ng 440429 5 21.646 974454 20.0
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