LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11422\
Data File : BM@33729.D

Acqg On : 14 Jan 2022 15:49

Operator : CG/JU

Sample : N1143-04 :

Misc : WEST-BOILER-ROOM-EAST-SIDEWALL

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 M\Methods\8270-BM010522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@33729.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.037 300 306 313 rBV 312105 424824  7.92%  1.236%
2 5.507 379 386 396 rBV 2218536 3217027 59.97% 9.362%
3 6.519 552 558 563 rBV 40152 56898 1.06% 0.166%
4 6.960 629 633 639 rvB 56836 81797 1.52% 0.238%
5 7.119 653 660 669 rBV 2223996 3574598 66.64% 10.403%
6 7.895 784 792 797 rVW4 23939 66605 1.24% 0.194%
7 7.960 797 803 811 rVB 615566 1004310 18.72% 2.923%
8 8.048 811 818 824 rBV3 27136 61924 1.15% ©.180%
9 8.266 851 855 862 rVB 36910 63885 1.19% 0.186%
10 9.125 992 1001 1008 rBV 1429880 2353282 43.87% 6.848%
11  9.583 1069 1079 1084 rBV2 30806 62108 1.16% 181%

12 10.554 1236 1244 1253 rBV 90478 168842 3.15%
13 10.777 1274 1282 1289 rBV 790923 1348229 25.13%
14 13.230 1692 1699 1717 rBV 3555364 5364020 100.00% 15.
15 14.601 1926 1932 1945 rBV 1211200 1803247 33.62%
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16 15.601 2097 2102 2111 rBV 70171 96083 1.79%
17 16.083 2177 2184 2202 rBV 2459193 3734405 69.62% 10.
18 17.336 2391 2397 2407 rBV 1260963 1810373 33.75%
19 18.012 2508 2512 2518 rVB 63413 77398 1.44%
20 18.230 2545 2549 2559 rBV 93897 142737 2.66%
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21 19.947 2836 2841 2851 rBV 4268673 5184058 96.65% 15.
22 21.218 3053 3057 3063 rBvV2 157027 231455 4.31%
23 21.500 3100 3105 3112 rBV 1280539 1657213 30.89%
24 23.918 3510 3516 3525 rVB2 863726 1776940 33.13%
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Sum of corrected areas: 34362258
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Jan 2022 15:49
: CG/JU
: N1143-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11422\
BM@33729.D

WEST-BOILER-ROOM-EAST-SIDEWALL

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BM033729.D\data.ms

5.507 7.119

9.125

10.777
7.960

5.037
6.519 6.96 7.99B4B266 9.583 10.554

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

TIC: BM033729.D\data.ms
19.947

13.230

16.083

14.601 17.336

15.601 18.(1&/%30

0

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BM033729.D\data.ms

21.500
23.918

21.218

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11422\
Data File : BM@33729.D

Acqg On : 14 Jan 2022 15:49

Operator : CG/JU

Sample : N1143-04 :

Misc : WEST-BOILER-ROOM-EAST-SIDEWALL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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.
5.037 8.46 ng 424824  1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 306 (5.037 min): BM033729.D\data.ms (-300) (-) m/z 43.05 100.00%
3.0
59.1
5000
1011 R R RRREEREEEES
| “ 83.0 4.80 5.00 5.20 5.40 .
ot m/z 59.10 59.23%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L L B B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 22.50%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R AAAREESAY
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.05 15.90%
101.0
0+ ‘1‘5“.0‘“1“‘ ““\ N ‘8‘3"0“ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R o AN e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.77%
5000 41.0
0 \H \‘ \‘ if 12\6'0 142.0
1 A L A NERS R
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_M\Data\BM@11422\
Data File : BM@33729.D

Acqg On : 14 Jan 2022 15:49

Operator : CG/JU

Sample : N1143-04 :

Misc WEST-BOILER-ROOM-EAST-SIDEWALL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
lo.554 2.5 ng 168842 Naphthalene-ds 10.778
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 90

2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
3 Ethylene glycol monoisobutyl ether 118 C6H1402

018912-80-6 64
004439-24-1 64

4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 53
Abundance Scan 1244 (10.554 min): BM033729.D\data.ms (-1236) (- m/z 57.10 100.00%
57.1
5000
1 \
\ ‘ 87\'1 132.1 207 10.50
0 H“H‘JMu‘MmJWWJW‘NH“M‘wq‘H“H“_“WQ‘P m/z 45.10 91.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 = :
290 10.50
m/z 41.05 37.21%
87.0
0 \\‘\M‘ \H‘\ \““1‘\ \MH\ \‘1‘\“ \“‘\‘\ T }‘\ TTT ’]\.\3‘\‘2\?\ R N R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
T [
10.50
5000 ITI/Z 75.10 18.60%
89.0
ob190ll lord | jmo0aume
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10091: Ethylene glycol monoisobutyl ether pol I ‘
57.0 10.50
m/z 56.10 16.22%
5000
29.0
‘ ‘ 87.0
o L 1 R -
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11422\
Data File : BM@33729.D

Acqg On : 14 Jan 2022 15:49
Operator : CG/JU

Sample : N1143-04

Misc

ALS vial : 6 Sample Multiplier: 1

WEST-BOILER-ROOM-EAST-SIDEWALL

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.218 2.79 ng 231455  Chrysene-di2 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3057 (21.218 min): BM033729.D\data.ms (-3053) (-

m/z 55.10 100.00%

55.1
5000 111
207.1 R T
21.00 21.50
0 Hm;‘m 1 “’ ! ““M% “ o011 3410 4008 .. 5716 99.94%
mlz--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 i —
11.0 21.00 21.50
m/z 83.10 96.33%
O T \“‘\ ‘“h “ ‘“\ “ “‘ ‘h‘ ‘”\\8\0\ ‘ \???‘0\ \2\9\5‘\0\ T ‘ TTTT ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
T —
21.00 21.50
5000 m/z 43.05 87.97%
oL 4 \»» Ly, 190 290500
miz--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester — —
43.0 21.00 21.50
m/z 69.05 86.44%
7.0
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_M\Data\BM@11422\
Data File : BM@33729.D

Acqg On : 14 Jan 2022 15:49

Operator : CG/JU

Sample : N1143-04 :

Misc : WEST-BOILER-ROOM-EAST-SIDEWALL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@10522.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-... 5.037 8.5 ng 424824 1 7.966 1004310 20.0
Ethanol, 2-(2-b... 10.554 2.5 ng 168842 2 10.778 1348230 20.0
Dichloroacetic ... 21.218 2.8 ng 231455 5 21.500 1657210 20.0
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