LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49191.D

Acqg On : 6 Jul 2021 18:54
Operator : CG/JU

Sample : M2926-07

Misc :

ALS Vvial : 13  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-BG063021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49191.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.126 9 15 24 rBV2 59625 141168 5.08% 1.008%
2 3.208 25 29 37 rvB2 31329 55347 1.99% 0.395%
3 5.165 357 362 368 rBV 18520 29176 1.05% 0.208%
4 5.641 436 443 456 rBV 778966 1342482 48.34%  9.581%
5 7.245 708 716 732 rBV 799450 1483507 53.42% 10.588%

6 7.374 732 738 745 rVB2 30922 58966 2 0
7 7.674 783 789 795 rBV2 17622 33883 1 0
8 8.085 852 859 866 rvB2 136824 236294 8.51% 1.686%
9 9.254 1047 1058 1068 rBV 502502 914945 32 6
10 10.905 1331 1339 1346 rBV 180038 332995 11. 2

11 13.349 1747 1755 1764 rBV 1335253 2096842 75.50% 14.965%
12 14.172 1889 1895 1907 rVB 168065 250467 9.02%  1.788%
13 14.730 1983 1990 1997 rVB 283226 453918 16.34%  3.240%
14 16.217 2234 2243 2266 rBV 970241 1761534 63.43% 12.572%
15 17.480 2450 2458 2464 rBV 344456 536974 19.34%  3.832%

16 18.355 2603 2607 2613 rBV4 24237 41504  1.49%
17 20.083 2895 2901 2909 rBV 2075726 2777113 100.00% 1
18 21.393 3119 3124 3139 rBvV2 143715 311651 11.22%
19 21.757 3180 3186 3194 rBV2 322974 564485 20.33%
20 21.910 3209 3212 3216 rVB6 22253 29148 1.05%

oA NLOO
N
N
PN
R

21 25.065 3740 3749 3761 rVB2 185097 558971 20.13% 3.989%

Sum of corrected areas: 14011370
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49191.D

Acq On : 6 Jul 2021 18:54
Operator : CG/JU

Sample : M2926-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG049191.D\data.ms
2000000

1500000

1000000
5.641 7.245

500000 9.254

10.905
8.085
5868 5.165 374674 )

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049191.D\data.ms
2000000 20.p83

1500000
13.349

1000000 16.217

500000 01 757
14.730 17.480 '

14.172 21.393
18.355 910

Time--> 3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG049191.D\data.ms
2000000

= O

1500000

1000000

500000

25.065

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49191.D

Acq On : 6 Jul 2021 18:54
Operator : CG/JU

Sample : M2926-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.208 4.68 ng 55347 1,4-Dichlorobenzene-d4 8.085

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 47
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 36
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
Abundance  Scan 29 (3.208 min): BG049191.D\data.ms (-25) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.2
e
‘ %, 1051 3.20 340 3.60
0 HwH‘ww_H‘_HJ‘_m,uwwH_mnww,m}w m/z 43.10  41.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L L B B
3.20 340 3.60
43.0 9
‘ 87.0 m/z 87.20  33.82%
29.0 ‘
O H\‘H\\‘HH‘\H\“HH“\H\’\1\19‘(\)\H“\}\\‘HH‘HH’\H\‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
A
55.0 320 340 3.60
5000 m/z 55.10 29.20%
41,0
27.0
0 bt
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #1996: Silane, tetramethyl- R Gt
73.0 3.20 340 3.60
m/z 41.15 22.00%
5000
43.0
oL 20 180 20 | 590 | ggp

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49191.D

Acq On : 6 Jul 2021 18:54
Operator : CG/JU

Sample : M2926-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.165 2.47 ng 29176 1,4-Dichlorobenzene-d4 8.085

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 Diacetamide 101 C4H7NO2 000625-77-4 36
5 3-Hexanol 102 C6H140 000623-37-0 33
Abundance Scan 362 (5.165 min): BG049191.D\data.ms (-357) (-) m/z 43.10 100.00%
43.1
59.1
5000
e e A Ra R e
‘ 831 1011 134.2 4.80 5.00 5.20 5.40
0 el e s M/z 0 59.10 54.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R R e
4.80 5.00 5.20 5.40
59.0 m/z 58.05 17.56%
101.
O\H‘HH‘ﬁﬂ\.‘ﬁ\\\wh\\‘Hw\‘\H\‘\Hﬁ:\g‘\.e‘\\\}0“\\(\)\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0

L L B L L B R L

4.80 5.00 5.20 5.40

5000 m/z 101.10  15.86%
101.0
41.0
0 "‘\]_“5‘.‘0\"““\“"“\W"\‘“M"‘“\"‘ﬁ:‘%‘.e\"“\““\““\““\““\“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R R RRRRREEE ‘A‘ T
43.0 4.80 5.00 5.20 5.40

m/z 42.10 8.83%

5000 59.0

101.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49191.D

Acq On : 6 Jul 2021 18:54
Operator : CG/JU

Sample : M2926-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Benzen-d5-amine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.374 4.99 ng 58966 1,4-Dichlorobenzene-d4 8.085

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzen-d5-amine 98 C6H2D5N 004165-61-1 86
2 2-Propenoic acid, 3-(dimethylami... 143 C7H13NO2 000924-99-2 56
3 Ethane, 1,2-bis[(4-amino-3-furaz... 228 C6H8N604 1000296-83-7 56

4 2-Pyrrolidinemethanamine, 1-ethyl- 128 C7H16N2 026116-12-1 53

5 1-Piperidineethanol 129 C7H15NO 003040-44-6 53

Abundance Scan 738 (7 374 min): BG049191.D\data.ms (-732) (-) m/z 98.20 100.00%

98.2
5000 /M

491 ey,  7:007:207.407.60
e s M/z 71.10 26.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3291: Benzen-d5-amine
98.0

o

5000 L L L B B A N B
7.00 7.20 7.40 7.60
4%0 m/z 70.20  16.95%
O‘\\A\\\H“h\l“\\l\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20290: 2-Propenoic acid, 3-(dimethylamino)-, ethyl estel
98.0
L A B
7.00 7.20 7.40 7.60
5000 m/z 42.15 12.95%
o8l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84721: Ethane, 1,2-bis[(4-amino-3-furazanyl)oxy]- R R an
98.0 7.00 7.20 7.40 7.60

m/z 99.20 7.61%

5000
d 228.0
0 i 1700

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49191.D

Acq On : 6 Jul 2021 18:54
Operator : CG/JU

Sample : M2926-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Ethanol, 2-[2-(2-ethoxyetho... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.674 2.87 ng 33883 1,4-Dichlorobenzene-d4 8.085

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 72
2 Ethyl 2-(2-(2-ethoxyethoxy)ethox... 220 C10H2005 1000366-77-8 56
3 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 39
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 38
5 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 38

Abundance Scan 789 (7.674 min): BG049191.D\data.ms (-783) (-) m/z 45.10 100.00%

451
5000
72.1 \\\‘\\\\‘\\\\’\\n\\/‘w\\v\\
‘ | w2 7o 7.40 7.60 7.80 8.00
Ob et e L0 m/z 59.20 23.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
43.0
7.40 7.60 7.80 8.00
72.0 m/z 72.10 17.04%
O %\I\S‘\.?\H“\\“1‘\\\“‘\\”‘\‘\‘}‘\:L\O‘?;O\\‘\\\\]‘-4\.\8\.(\)‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #76818: Ethyl 2-(2-(2-ethoxyethoxy)ethoxy)acetate
45.0
R RECEEEIE
103.0 7.40 7.60 7.80 8.00
5000 73.0 m/z 73.10 15.66%
131.0
IS N A BTN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4338: Formic acid, 1-methylpropyl ester
45.0 7.40 7.60 7.80 8.00
m/z 43.05 9.71%
5000
73.0
0 102.9 R aaRRE REEREEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49191.D

Acq On : 6 Jul 2021 18:54
Operator : CG/JU

Sample : M2926-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.393 11.04 ng 311651 Chrysene-d12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 Cyclooctacosane 392 C28H56 000297-24-5 90

Abundance Scan 3124 (21.393 min): BG049191.D\data.ms (-3119) (- m/z 55.10 100.00%

55.1
5000
11.2
— ——
21.00 21.50
167.2214.1 2811 . .
0 Ly 2ff2ed SO 3482 429 0 s57.20 91.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
7.0
5000 — ——
21.00 21.50
m/z 43.20 88.49%
0 53.0 2240
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosano
55.0
— —
21.00 21.50
5000 111.0 ITI/Z 69.20 71.79%
AT
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol T —
83.0 21.00 21.50
m/z 83.20 70.33%
5000
29. { 1{39.0
ol LRI, 1080 2800 ariar? vt
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\BG070621\
Data File : BG@49191.D

Acqg On : 6 Jul 2021 18:54
Operator : CG/JU

Sample : M2926-07

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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|
Butane, 2-metho... 3 4.7 ng 55347 1 8.085 236294 20.0
2-Pentanone, 4-... 5 2.5 ng 29176 1 8.085 236294 20.0
Benzen-d5-amine 7.374 5.0 ng 58966 1 8.085 236294 20.0
Ethanol, 2-[2-(. 7 2.9 ng 33883 1 8.085 236294 20.0
Trichloroacetic... 21. 1.0 ng 311651 5 21.757 564485 20.0
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