LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49192.D

Acqg On : 6 Jul 2021 19:35
Operator : CG/JU

Sample : M2926-04

Misc :

ALS Vvial : 14 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: BG@49192.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.132 10 16 25 rBV2 45042 126296 6.37%  1.190%
2 3.214 25 30 36 rvB4 19546 39324 1.98% 0.371%
3 5.171 358 363 368 rBvV2 17705 31131 1.57% 0.293%
4 5.641 435 443 457 rBV 529440 921023 46.42% 8.679%
5 7.239 708 715 727 rBV 555924 1018002 51.31% 9.593%

6 7.374 733 738 744 rVB3 14586 25174 1.27% ©
7 7.680 784 790 798 rBv4 11806 27018 1.36% ©
8 8.085 852 859 867 rBV 136222 238191 12.01%  2.245%
9 9.254 1050 1058 1068 rBV 365599 653808 32.96% 6
10 10.905 1331 1339 1350 rVB 175201 326508 16.46% 3

11 13.349 1748 1755 1764 rBV 911026 1445489 72.86% 13.621%
12 14.172 1889 1895 1901 rBV 107022 155470  7.84%  1.465%
13 14.730 1984 1990 1997 rVB 272666 433169 21.83% 4.082%
14 16.217 2236 2243 2260 rBV 676420 1161296 58.53% 10.943%
15 17.480 2451 2458 2467 rVB 325442 512033 25.81% 4.825%

16 18.355 2602 2607 2611 rBV4 27760 42123 2.12% 0.397%
17 19.219 2750 2754 2762 rBV6 9750 20072 1.01% ©.189%
18 19.524 2802 2806 2812 rVB2 20525 28566 1.44%  ©.269%
19 20.083 2895 2901 2909 rBV 1541334 1983941 100.00% 18.695%
20 21.393 3119 3124 3136 rVB2 116250 245327 12.37%  2.312%
21 21.757 3180 3186 3193 rBV 321355 537304 27.08% 5.063%
22 21.904 3208 3211 3217 rVB7 12031 22405 1.13% 0.211%
23 23.485 3476 3480 3486 rVB6 15279 32154 1.62% 0.303%
5.

24 25.065 3739 3749 3765 rVB3 184638 586153 29.54%

Sum of corrected areas: 10611977
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49192.D

Acq On : 6 Jul 2021 19:35
Operator : CG/JU

Sample : M2926-04

Misc :

ALS vial : 14 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: BG049192.D\data.ms
1400000
1200000
1000000

800000
600000 5.641 7.239
400000 9.254

200000 8.085 10.905
§324 5.171 372.680

0\7\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG049192.D\data.ms

20.083
1400000

1200000

1000000 13.349

800000
16.217
600000

400000 17.480 21.757
14.730

200000 21.393

14.172

18.355 19.218.524 -904
L L o = S
1

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: BG049192.D\data.ms

1400000
1200000
1000000
800000
600000

400000
25.065

200000
23.485

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@49192.D

Acq On : 6 Jul 2021 19:35
Operator : CG/JU

Sample : M2926-04

Misc :

ALS vial : 14 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 unknown3.214 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.214 3.30 ng 39324 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 40
2 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 9
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 9
4 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 9
5 3-0-Methyl-d-glucose 194 C7H1406 1000127-25-9 9
Abundance  Scan 30 (3.214 min): BG049192.D\data.ms (-25) (-) m/z 73.10 100.00%

73.1
5000
43.1 |

H 320 340 3.60
— WWM”MH‘JJ‘ S A At m/z 87.10  33.85%

0 223.4 285..
m/z--> 50 100 150 200 250
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 \\\\\\‘\\\\\\

43.0 3.20 3.40 3.60
m/z 43.10 27.12%

h‘ \“‘ ‘ ‘
T T T T ’ \ \ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #8394: 3-Pentanol, 2,3-dimethyl-
73.0

3.20 340 3.60

o

5000 m/z 55.20 26.26%
410
o — M“ ‘\ HH ‘\ I “ T T —
miz--> 100 150 200 250
Abundance #7506: 2-Methyl-5-hexen-3-ol AL Ay g b
73.0 320 340 3.60

m/z 86.00 14.46%

43.0
5000
‘M H‘ u

m/z--> 100 150 200 250 3.20 340 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070621\
Data File : BG@49192.D

Acq On : 6 Jul 2021 19:35
Operator : CG/JU

Sample : M2926-04

Misc :

ALS vial : 14 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 4
R.T. EstConc Area Relative to ISTD R.T.
5.171 2.61 ng 31131 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 83
2 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 37
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 9
5 4-[(7-Hydroxy-4-oxy)heptoxy]acet... 252 C14H2004 1000327-14-8 9
Abundance Scan 363 (5.171 min): BG049192.D\data.ms (-358) (-) m/z 43.10 100.00%
3.1
5000
e ARARARRaREEE
‘ 1ot.1 sog, 480500520540
ob b P sz s9.200 52.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B IR RR AL I INEERT
4.80 5.00 5.20 5.40
m/z 58.20  23.06%
101.0
O“N“\“‘\“\“““"““"“"“‘““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #1998: Silane, ethyldimethyl-
59.0
R RAREAameES SRR
4.80 5.00 5.20 5.40
5000 m/z 101.10 16.37%
N
miz--> 50 100 150 200 250 300 350 400
Abundance #3152: 5-Hexen-2-one R ERARRmEREE R
43.0 4.80 5.00 5.20 5.40
m/z 41.20 10.49%
5000
m/z--> 50 100 150 200 250 300 350 400 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@49192.D

Acq On : 6 Jul 2021 19:35
Operator : CG/JU

Sample : M2926-04

Misc :

ALS vial : 14 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 Piperidine, 1,1'-methylenebis- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

7.374 2.11 ng 25174 1,4-Dichlorobenzene-d4 8.085
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperidine, 1,1'-methylenebis- 182 C11H22N2 000880-09-1 53
2 [1,3,4]Thiadiazol, 2-amino-5-(2-... 212 C9H16N4S 1000303-12-6 53
3 2-Pyrrolidone-5-carboxylic acid,... 157 C7H11NO3 1000333-16-8 50
4 3H-Pyrazol-3-one, 1,2-dihydro-5-... 98 C4H6N20 004344-87-0 50
5 1,2-Cyclopentanedione 98 C5H602 003008-40-0 50
Abundance Scan 738 (7.374 min): BG049192.D\data.ms (-733) (-) m/z 98.15 100.00%

98.2
5000
a1 T2

‘ 7.00 7.20 7.40 7.60
0! e ey M/z 71015 26.05%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47104: Piperidine, 1,1'-methylenebis-
98.0
5000 LI LA L L L L L LB L I

7.00 7.20 7.40 7.60
m/z 42.10 22.57%

42.0
O\\\\.‘\w”\\‘H\\\‘}‘7\\0\\0‘\\\\“\\\\‘\\\\‘\\\\‘\\J\-\S‘]-\.\O\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71656: [1,3,4]Thiadiazol, 2-amino-5-(2-piperidin-1-ylethy
98.0
R R e RRRR
7.00 7.20 7.40 7.60
5000 ITI/Z 70.20 14.37%
42.0
0 H\‘ \‘\ A ‘H | 128.0 169.0 212.0
mwm‘mw e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29373: 2-Pyrrolidone-5-carboxylic acid, N-methyl, methy PP e e
98.0 7.00 7.20 7.40 7.60
m/z 97.10 13.31%
5000
41.0
70.0
o180, | | oamse aszo oy L
m/z--> 20 40 60 80 100 120 140 160 180 200 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@49192.D

Acq On : 6 Jul 2021 19:35
Operator : CG/JU

Sample : M2926-04

Misc :

ALS vial : 14 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 unknown7.680 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.680 2.27 ng 27018 1,4-Dichlorobenzene-d4 8.085

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 40
2 Acetic acid, (2-ethoxy)ethoxy-, ... 162 C7H1404 016326-34-4 28
3 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 9
4 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 9
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9

Abundance Scan 790 (7.680 min): BG049192.D\data.ms (-784) (-) m/z 45.10 100.00%

45.1
5000
72.1
1] “ 1042 1011 7.40 7.60 7.80 8.00
0t Al ey M/Z 59.10 34.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
43.0
7.40 7.60 7.80 8.00
72.0 m/z 72.10 23.02%
OH\1‘\9“.(\)‘1‘\\“H‘H\}‘HM‘\‘H\:’-(‘)‘14\.0\\‘\]\-3\\5.‘0\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #32562: Acetic acid, (2-ethoxy)ethoxy-, methyl ester
45.0
R RRRRL RN
7.40 7.60 7.80 8.00
5000 m/z 43.15 15.20%
72.0
‘ 103.0
o SN | PR e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4703: Acetic acid, hydroxy-, ethyl ester N S ARRR RN
31.0 7.40 7.60 7.80 8.00
m/z 44.10 14.29%
5000
61.0
e e 1040 T
m/z--> 20 40 60 80 100 120 140 160 180 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@49192.D

Acq On : 6 Jul 2021 19:35
Operator : CG/JU

Sample : M2926-04

Misc :

ALS vial : 14 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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.393 9.13 ng 245327 Chrysene-d12 21.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
Abundance Scan 3124 (21.393 min): BG049192.D\data.ms (-3119) (-  m/z 55.20 100.00%
55.2
— —
21.00 21.50
209.1 2853 357.3 484.
O “ IJ ! “M Lt 2505 SP13 4153 T2 myz 57.20  98.59%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 — —r
111.0 21.00 21.50
m/z 43.15 97.61%
oL L H |||, 1960 26903200
TTT [\!1\[1\\\[\\!\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosano
55.0
— —
21.00 21.50
5000 111.0 m/z 83.20 83.14%
0 ul”mlm%ﬁo
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol T —
83.0 21.00 21.50

m/z 69.15 79.61%

5000
29. ‘ 0
PULLLE T 1960 280.0

0y AR T - —
miz-> 0 50 100 150 200 250 300 350 400 450 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@49192.D

Acqg On : 6 Jul 2021 19:35
Operator : CG/JU

Sample : M2926-04

Misc

ALS Vvial : 14 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|
unknown3.214 3 3.3 ng 39324 1 8.085 238191 20.0
2-Pentanone, 4-... 5 2.6 ng 31131 1 8.085 238191 20.0
Piperidine, 1,1... 7.374 2.1 ng 25174 1 8.085 238191 20.0
unknown?7.680 7 2.3 ng 27018 1 8.085 238191 20.0
Trifluoroacetox... 21. 9.1 ng 245327 5 21.757 537304 20.0
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