LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81321\
Data File : BGO49838.D

Acqg On : 13 Aug 2021 17:17

Operator : CG/JU

Sample : M3343-07 :
Misc : 20210558-COM-31

ALS Vvial : 11 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-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO49838.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.138 12 17 23 rBV 83161 149661 10.46%  1.940%
2 3.185 23 25 34 rVB5 13222 19254 1.35% 0.250%
3 5.112 348 353 363 rBV 22010 39340 2.75% 0.510%
4 5.588 423 434 445 rBV 403765 662584 46.31%  8.588%
5 7.197 700 708 720 rBV 407096 713163 49.84%  9.244%
6 8.032 844 850 858 rVB 102203 178824 12.50%  2.318%
7 9.201 1040 1049 1061 rVB 246187 456282 31.89% 5.914%
8 10.616 1284 1290 1304 rBV2 27565 66309 4.63% 0.859%
9 10.851 1323 1330 1338 rVB 136530 246240 17.21% 3.192%
10 13.301 1741 1747 1757 rBV 565463 914874 63.94% 11.859%
11 14.687 1976 1983 1991 rVB 224546 353078 24.68% 4.577%
12 16.179 2231 2237 2248 rBV 589221 956608 66.85% 12.400%
13 17.437 2445 2451 2458 rBV 295142 453281 31.68% 5.875%
14 18.089 2559 2562 2567 rBV3 12484 16217 1.13% 0.210%
15 19.258 2757 2761 2766 rVB3 39857 46423  3.24% 0.602%
16 19.393 2779 2784 2787 rVB6 13278 16943 1.18% 0.220%
17 20.045 2890 2895 2902 rVB 1087938 1430893 100.00% 18.547%
18 21.361 3114 3119 3126 rBV8 19646 50024 3.50% 0.648%
19 21.425 3129 3130 3136 rVBS5 11507 17523 1.22% 0.227%
20 21.719 3174 3180 3188 rBV2 275456 451488 31.55% 5.852%
21 24.997 3728 3738 3750 rVB 158569 475831 33.25% 6.168%

Sum of corrected areas: 7714840
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 Aug 2021 17:17
: CG/JU
: M3343-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081321\
BG049838.D

20210558-COM-31

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81321\
Data File : BG@49838.D

Acqg On : 13 Aug 2021 17:17

Operator : CG/JU

Sample : M3343-07 :
Misc : 20210558-COM-31

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.138 16.74 ng 149661 1,4-Dichlorobenzene-d4 8.032

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 16
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 17 (3.138 min): BG049838.D\data.ms (-12) (-) m/z 73.15 100.00%

73.2
5000
43.1
87.3

%93 ‘ 320  3.40
el D m/z 43.15  36.12%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 LA L L Y B B B B B
43.0 3.20 3.40
87.0 m/z 87.25 23.85%
20 | o | |
O‘\\\\‘H\\‘H\\‘H\\‘H\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L ——
320 3.40
5000 41.0 55.0 ITI/Z 55.20 23.17%
27.0
0 L ‘ ‘ 112.0 129.0
‘H‘“m‘WH‘H"‘H‘“m‘WH‘H‘“HHWHWHWHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- S Bk e
73.0 3.20 3.40

m/z 41.15 11.59%

5000
45.0
ol 20 Il 99.0 1150

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81321\
Data File : BG@49838.D

Acqg On : 13 Aug 2021 17:17
Operator : CG/JU

Sample : M3343-07

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown3.185 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.185 2.15 ng 19254 1,4-Dichlorobenzene-d4 8.032

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloromethyl cyanide 75 C2H2CIN 000107-14-2 38
2 Benzene, [2-(ethylthio)ethyl]- 166 C10H14S 022914-08-5 17
3 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 9
4 Methacrolein, dimethyl acetal 116 C6H1202 1000458-49-1 9
5 Acetic acid, TMS derivative 132 C5H1202Si 002754-27-0 9

Abundance  Scan 25 (3.185 min): BG049838.D\data.ms (-23) (-) m/z 75.15 100.00%

78.2
5000 /\
257.9 L
‘ ‘ 474. 320 340 3.60
ol bz 4s.15 28.65%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #998: Chloromethyl cyanide
75.0
5000 \/\M\\‘A\\\\‘\A\A\\’M\

3.20 3.40 3.60
m/z 71.35 24.46%

12.0
O‘\h\‘u\“”\\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #41328: Benzene, [2-(ethylthio)ethyl]-
75.0

3.20 340 3.60
5000 m/z 257.90  21.16%

[ ﬂ

|
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #5393: Propane, 1,1-dimethoxy- —
75.0 3.20 3.40 3.60

m/z 38.35 14.74%

5000

15.% ‘
0 L Sl )|

m/z--> 0 50 100 150 200 250 300 350 400 450 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81321\
Data File : BG@49838.D

Acqg On : 13 Aug 2021 17:17
Operator : CG/JU

Sample : M3343-07

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3

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

5.112 4.40 ng 39340 1,4-Dichlorobenzene-d4 8.032

Hit# of 5 Tentative ID MW MolForm

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803
4 Acetone 58 C3H60

5 Morpholine, 4-methyl- 101 C5H11NO

Abundance Scan 353 (5.112 min): BG049838.D\data.ms (-348) (-)
43.1
59.1

5000
101.2

“\ Il ‘ 840 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

o

5000 50.0

15.0 101.0
‘ wl 83.0 | ‘

H\‘\\\\‘\\\\‘\\\\‘\{\\‘\\\\‘H\\‘\\\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #15972: DL-Lactamide, N,N-dimethyl-, methyl ether
59.0

o

5000 101.0

0 8.0 1 ;o 116.0131.0
SNBSS i NN BN S ihSSEMERSER RIS S LESE S A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #5313: Propanoic acid, 2-hydroxy-2-methyl-
59.0

5000 43.0

15.0
J A 89.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

o
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000123-42-2 45
1000452-57-0 33
000594-61-6 25
000067-64-1 9
000109-02-4 9

m/z 43.15 100.00%

4.80 5.00 5.20 5.40
m/z 59.15 74.93%

T

4.80 5.00 5.20 5.40
m/z 101.15 27.95%

4.80 5.00 5.20 5.40
m/z 58.15 22.52%

ke

4.80 5.00 5.20 5.40
m/z 41.15 13.22%

e

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81321\

Data File : BG@49838.D

Acqg On : 13 Aug 2021 17:17

Operator : CG/JU

Sample : M3343-07 g
Misc . 20210558-COM-31

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.616 5.39 ng 66309 Naphthalene-d8 10.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
2 Tetraethylene glycol 194 C8H1805 000112-60-7 50
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 47
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45

Abundance Scan 1290 (10.616 min): BG049838.D\data.ms (-1284) (- m/z 57.25 100.00%

571.3
5000
89.2 o
39F ‘ H 1312 1050 1100
om_‘HH"MWW“m‘Mm‘_m_”wm m/z 45.15  93.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000
10 50 11 OO
ZYT 750 m/z 41.15 47.64%
100.0
O\\\“\H\\““\‘\\ H\\m‘\‘\“1‘\\“\\\\‘\].\:312\0‘\\\]\-‘63\\()\
m/z--> 20 40 60 80 100 120 140 160
Abundance #69770: Tetraethylene glycol
45.0
10.50 11.00
5000 ITI/Z 43.15 20.69%
89.0
27.0
obrrr il 709 - 1330 1630
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 10.50 11.00
m/z 89.15 17.60%
5000
89.0
27,0
AR RS S S Y
m/z--> 20 40 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81321\
Data File : BG@49838.D

Acqg On : 13 Aug 2021 17:17

Operator : CG/JU

Sample : M3343-07 :
Misc : 20210558-COM-31

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 6-Octadecenoic acid, methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.258 2.05 ng 46423  Phenanthrene-d10 17.436
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 64
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 62
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 58
4 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 58
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 58

Abundance Scan 2761 (19.258 min): BG049838.D\data.ms (-2757) (- m/z 55.15 100.00%

55.1
87.2
5000
123.2 264.4
1663 2223 296.¢ 19.00 1950
0 (TR T TR T s m/z 41.15 79.70%
miz--> 50 100 150 200 250 300
Abundance #194447: 6-Octadecenoic acid, methyl ester, (2)-
41.0
74.0
5000
1900 1950
10.0 264.0 m/z 69.25  67.42%
180.0 22 0
| e 2%
O T T ‘\ }H ‘ ‘\‘ m\ h\h = T 4 ‘\ T \ ‘ T \M T \ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
1 i
1900 1950
5000 87.0 m/z 83.15  63.67%
23.0
0! Ayl alls H‘H\ B - M e A 1
miz--> 50 100 150 200 250 300 IW WWV
Abundance #194450: 9-Octadecenoic acid, methyl ester, (E)- Wﬂ m —
55.0 19. 00 19 50
m/z 87.15 59.39%
5000
ol Ayl
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81321\
Data File : BG@49838.D

Acqg On : 13 Aug 2021 17:17

Operator : CG/JU

Sample : M3343-07 :
Misc : 20210558-COM-31

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 cis-1-Chloro-9-octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.361 2.22 ng 50024 Chrysene-d12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1-Chloro-9-octadecene 286 C18H35C1 016507-61-2 89
2 1-Tricosene 322 C23H46 018835-32-0 70
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 62
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 60
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 58

Abundance Scan 3119 (21.361 min): BG049838.D\data.ms (-3114) (-  m/z 55.15 100.00%
585.

5.1
97.3
5000
209.3 295.1 — —
LT T
ol WL L B [ UL L w2 4315 s7.45%
m/z--> 50 100 150 200 250 300 350
Abundance #181795: cis-1-Chloro-9-octadecene
83.0
43.0
5000 — —
21.00 21.50
m/z 83.20 82.95%
2‘5'0 286.0
ol il fidL ‘u,h\“m\w m“mwﬁ'(ﬂ ‘2‘}6‘-9‘ b 1 SN
miz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0
P e
21.00 21.50
5000 m/z 57.20 78.86%
25.0
‘\ \ h | \h\ | ‘\ | 166.0 322.0
oL LAy
miz--> 50 100 150 200 250 300 350
Abundance #295270: Bromoacetic acid, octadecyl ester — —
43.0 21.00 21.50
m/z 69.15 74.60%
3.0
5000
lrl.o
250.0
oL ‘\H Iy “‘ | H\‘\ I “\\“1“8“1"0‘ S O R— — —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81321\
Data File : BG@49838.D

Acqg On : 13 Aug 2021 17:17

Operator : CG/JU

Sample : M3343-07 :
Misc : 20210558-COM-31

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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|
Butane, 2-metho... 3.138 16.7 ng 149661 1 8.032 178824 20.0
unknown3.185 3.185 2.1 ng 19254 1 8.032 178824 20.0
2-Pentanone, 4-... 5.112 4.4 ng 39340 1 8.032 178824 20.0
Ethanol, 2-(2-b... 10.616 5.4 ng 66309 2 10.851 246240 20.0
6-Octadecenoic ... 19.258 2.0 ng 46423 4 17.436 453281 20.0
cis-1-Chloro-9-... 21.361 2.2 ng 50024 5 21.719 451488 20.0
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