LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc :

ALS Vvial : 12 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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36216.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.275 197 202 213 rVB 710720 1027448 5.67% 1.466%
2 4.916 305 311 319 rBV2 231264 377435 2.08% 0.539%
3 5.404 388 394 407 rVB 2260734 3315542 18.29% 4.731%
4 6.469 567 575 585 rBV 259903 395183 2.18% 0.564%
5 7.022 662 669 682 rBV 1365100 2225996 12.28% 3.176%

6 7.822 798 805 812 rBV 740544 1190854 6.57% 1
7 7.892 812 817 832 rW 259515 438095 2.42% ©
8 8.998 998 1005 1014 rBV 2665040 4322874 23.85% 6.168%
9 9.981 1166 1172 1181 rVB 110254 190877 1.e5% o
10 10.628 1275 1282 1290 rBV 1046808 1732139 9.56% 2

11 11.457 1417 1423 1434 rBV2 119129 205977 1.14%  ©.294%
12 11.598 1441 1447 1463 rVB 161970 379881 2.10% 0.542%
13 13.098 1694 1702 1716 rBV 7037637 10408317 57.42% 14.851%
14 13.327 1734 1741 1755 rVB 2077733 2986350 16.47%  4.261%
15 14.469 1927 1935 1943 rBV 1723498 2435870 13.44%  3.476%

16 15.963 2182 2189 2205 rBV 6100165 8944475 49.34% 12.762%
17 17.210 2395 2401 2409 rBV 2220898 3021563 16.67% 4.311%
18 17.880 2510 2515 2521 rVB 217288 271551 1.50% ©.387%
19 19.839 2842 2848 2853 rBV 15105020 18127684 100.00% 25.865%
20 20.603 2974 2978 2981 rBV 298414 353741 1.95% ©0.505%

21 21.392 3107 3112 3119 rBV 3119205 3820949 21.08%  5.452%
22 23.739 3504 3511 3521 rVB2 1978897 3911960 21.58% 5.582%

Sum of corrected areas: 70084761
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM036216.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Cyclopentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.275 17.26 ng 1027450  1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 3-Hexene, (Z)- 84 C6H12 007642-09-3 59
3 3-Hexene, (E)- 84 C6H12 013269-52-8 45
4 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 45
5 2(5H)-Furanone 84 C4H402 000497-23-4 40
Abundance Scan 202 (4.275 min): BM036216.D\data.ms (-197) (-) m/z 55.00 100.00%

58.0
5000 84.0

4.00 4.20 4.40 4.60

ow,w‘;‘w,‘m_m_1‘1‘5‘9”“w“m&??%???? m/z 83.95 47.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1586: Cyclopentanone
55.0
28.0
5000 840 T T[T [ T T rrrT

4.00 4.20 4.40 4.60
m/z 41.00 35.44%

‘”‘WMHM“‘!‘”‘W””\”‘W‘”‘U‘”!”‘W‘”‘U‘”!”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0

4.00 4.20 4.40 4.60

m/z 56.00  30.95%
5000 84.0
27.0
R A R Raaa s AAAREERE LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1654: 3-Hexene, (E)- e
55.0 4.00 4.20 4.40 4.60

m/z 39.00 17.15%

5000
84.0
27.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.00 4.20 4.40 4.60

8270-BM@80122.M Sat Aug 13 03:28:06 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22

Operator : CG/JU

Sample : N3971-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: 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 2-Propanol, 1-propoxy- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4016 6.34ng 377435  1,4-Dichlorobenzene-d4  7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, l-propoxy- 118 ceHl402 001569-01-3 78

2 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 72
3 Sulfurous acid, bis(1-methylethy... 166 C6H1403S 004773-13-1 50
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
5 Monomethyl oxalate 104 C3H404 000600-23-7 50

Abundance Scan 311 (4.916 min): BM036216.D\data.ms (-305) (-) m/z 43.00 100.00%
43/0
5000 73.0 WJ«qMMJ\v%ﬁJ\ﬁM»
e
\ﬂ” 100.9 4.60 4.80 5.00 5.20
bl dl i P00 14712070 u; 45,00 98.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10041: 2-Propanol, 1-propoxy-
45.0
73.0
5000 N N RN R RN
4.60 4.80 5.00 5.20
m/z 73.05 45.93%
\]-\5\-‘0\‘\“\‘\“ ‘\\wh“\\!H\‘\\‘\]-\?\3.\0\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
R e AN RN
4.60 4.80 5.00 5.20
5000 m/z 59.00 31.02%
73.0
18.0 103.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41737: Sulfurous acid, bis(1-methylethyl) ester R e R
43.0 4.60 4.80 5.00 5.20
m/z 41.00 30.13%
5000
b Al o, 880 120
T e e e e e T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 2-Propanol, 1-butoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.469 6.64 ng 395183 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 59
3 Diisopropyl ether 102 C6H140 000108-20-3 42
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 42
5 Propane, 1,1'-[ethylidenebis(oxy... 146 C8H1802 000105-82-8 40
Abundance Scan 575 (6.469 min): BM036216.D\data.ms (-567) (-) m/z 45.00 100.00%
45.0
5000 87.0
ML 6.20 6.40 6.60 6.80
(
w1170 2080 28LC oy 19 o7.76%
miz--> 50 100 150 200 250
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000
87.0 6.20 6.40 6.60 6.80
m/z 41.00 45.37%
1\5“-\0“\‘ ‘\““‘H‘\‘ \M\ ‘H\ ‘1\17\.0\ T ’ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance
45.0
RRARamsSeSdRE
6.20 6.40 6.60 6.80
5000 m/z 87.00 40.59%
87.0
T — —— — ——
m/iz--> 50 100 150 200 250
Abundance #4984: Diisopropy! ether H““‘W““_“‘,Aw‘
45.0 6.20 6.40 6.60 6.80
m/z 56.00 34.70%
5000
87.0
TP — SRR AN S
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.892 7.36 ng 438095 1,4-Dichlorobenzene-d4 7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 2-Ethyl-1-hexanol, methyl ether 144 CSH200 1000365-10-2 53
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 42

Abundance Scan 817 (7.892 min): BM036216.D\data.ms (-812) (-) m/z 57.05 100.00%
57.0
5000 JL
PP T R
98.1 7.60 7.80 8.00 8.20
- (
T4l 2089 28LE /7 41.00  36.39%
miz--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LB B L LA B B IR
7.60 7.80 8.00 8.20
270 m/z 43.00 31.57%
[ || [0
T T \‘ ‘\‘ ‘ ‘\ ‘\‘ \‘ T “ \‘ T T T ’ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
R R RERRE
7.60 7.80 8.00 8.20
5000 m/z 55.05 25.88%
112.0
27.0
143.0
e e — e
miz--> 50 100 150 200 250
Abundance #92371: Heptane, 1,1'-oxybis-  Eaan e s
57.0 7.60 7.80 8.00 8.20
m/z 56.05 20.82%
5000
98.0
oL L 10 ang ,
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20

8270-BM@80122.M Sat Aug 13 03:28:17 2022

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 5 Octanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.981 2.20 ng 190877  Naphthalene-d8 10.628

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Nonanoic acid 158 C9H1802 000112-05-0 64
3 Pentanoic acid 102 C5H1002 000109-52-4 58
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 53
5 Hexanoic acid 116 C6H1202 000142-62-1 53
Abundance Scan 1172 (9.981 min): BM036216.D\data.ms (-1166) (-) m/z 60.00 100.00%
60.0
5000 J\\
101.0 IR
Iy H\ | 1330 2069  266.8 1000
I }“H i“\“‘\ “‘ e L T T = m/Z 73.00 76.03%
miz-> 50 100 150 200 250
Abundance #24059: Octanoic acid
60.0
5000 T
10.00
29.0 101.0 m/z 43.00  44.95%
T M\ ‘\‘ \”“‘\ “‘ \‘\ \14\.‘4‘0\ L B B B B B B
miz--> 50 100 150 200 250
Abundance
60.0
—
10.00
5000 m/z 41.00 40.62%
290 115.0
158.0
. — T —
miz--> 50 100 150 200 250
Abundance #4774: Pentanoic acid T
60.0 10.00
m/z 54.95 32.52%
5000
29.0
L Y T .
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 6 Nonanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.457 2.38 ng 205977  Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 86
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Octanoic acid 144 C8H1602 000124-07-2 53
4 Hexanoic acid 116 C6H1202 000142-62-1 47
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43
Abundance Scan 1423 (11.457 min): BM036216.D\data.ms (-1417) (- | m/z 59.95 100.00%
60.0
5000 Jt
115.0 SIS
0y |
- ‘1“““”“1“““ bl | 1628 2079 2830 ., 7300 89.18%
miz-> 50 100 150 200 250
Abundance #35298: Nonanoic acid
60.0
5000 ide
29.0 :
115.0 m/z 57.85 58.48%
, ‘\“\ ‘}H HH H‘M “\“ M“i‘ “‘ “ ‘1‘5§(‘) T
m/z--> 50 100 150 200 250
Abundance
60.0
—
11.50
m/z 41.00 47.14%
50007 29.0 129.0
97.0 172.0
e — —
miz--> 50 100 150 200 250
Abundance #24056: Octanoic acid T
60.0 11.50
m/z 55.00 43.71%
5000
101.0
29.0
AL nl Lm0 A
m/z--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 7 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.327 24.52 ng 2986350  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 94
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 86
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 86
4 4,6-Bis(4-ethoxybenzylthio)-5-ni... 457 C22H23N304S2  325957-76-4 64
5 Hexestrol, O-(n-propyloxycarbonyl)- 356 C22H2804 1000487-65-1 64
Abundance Scan 1741 (13.327 min): BM036216.D\data.ms (-1734) (- | m/z 135.00 100.00%
135.0
5000 107.0
— —
41.0 77.0 164.1 13.00 13.50
Ol pt bbbl L1929 7 106,95 40.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000
107.0 13.00 1350
m/z 135.95 9.85%
410 770 | ‘ 16? 0
I L1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
13. OO 13 50
5000 m/z 94.95 9.70%
107.0
77.0
15.0 41.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27479: Phenol, m-tert-butyl-
135.0 13. 00 13 50
m/z 77.00 8.90%
5000
107.0
N
| |
H“H“_“w“u“u"H“_‘H“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81122\
Data File : BM@36216.D

Acqg On ¢ 11 Aug 2022 19:22
Operator : CG/JU

Sample : N3971-18

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
Cyclopentanone 4.275 17.3 ng 1027450 1 7.828 1190850 20.0
2-Propanol, 1-p... 4.916 6.3 ng 377435 1 7.828 1190850 20.0
2-Propanol, 1-b... 6.469 6.6 ng 395183 1  7.828 1190850 20.0
1-Hexanol, 2-et... 7.892 7.4 ng 438095 1 7.828 1190850 20.0
Octanoic acid 9.981 2.2 ng 190877 2 10.628 1732140 20.0
Nonanoic acid 11.457 2.4 ng 205977 2 10.628 1732140 20.0
Phenol, 4-(1,1-... 13.327 24.5 ng 2986350 3 14.469 2435870 20.0
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