LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81122\
Data File : BG@54605.D

Acqg On ¢ 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc :

ALS vial : 9 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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54605.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.088 11 17 32 rVB 242750 405486 23.93% 6.865%
2 4.404 236 241 249 rVB 11651 19223 1.13% 0.325%
3 5.556 431 437 447 rBV 93553 163743 9.66% 2.772%
4 7.172 705 712 726 rVB 57690 115188 6.80%  1.950%
5 7.501 763 768 773 rBV 12652 19951 1.18% 0.338%
6 7.554 773 777 785 rVB2 12124 20140 1.19% 0.341%
7 7.742 803 809 817 rBV 18553 32673 1.93% 0.553%
8 7.971 841 848 854 rBV 43920 74696 4.41% 1.265%
9 9.140 1040 1047 1059 rVB 134435 253232 14.95% 4.287%
10 9.293 1068 1073 1079 rBvV 18221 34421 2.03% 0.583%
11 10.544 1281 1286 1295 rBvV2 13953 27038 1.60% 0.458%
12 10.779 1319 1326 1339 rBB 55759 102088 6.03% 1.728%
13 11.144 1382 1388 1403 rBvV2 15808 33646 1.99% 0.570%
14 12.965 1692 1698 1711 rBV 34357 60500 3.57% 1.024%
15 13.229 1733 1743 1753 rBV 465427 784482 46.30% 13.281%
16 13.464 1774 1783 1794 rBB 44223 70846 4.18% 1.199%
17 14.610 1972 1978 1985 rBV 114014 175700 10.37%  2.975%
18 15.345 2099 2103 2109 rVB 33491 46522 2.75% ©0.788%
19 15.415 2109 2115 2121 rVB 23467 33984 2.01% 0.575%
20 16.108 2227 2233 2249 rBV 447856 711022 41.96% 12.038%

21 17.360 2439 2446 2456 rBV 179138 266689 15.74%  4.515%
22 18.012 2553 2557 2562 rBV2 24664 32105 1.89% 0.544%
23 19.969 2884 2890 2897 rBV 1285776 1694378 100.00% 28.686%
24 21.625 3166 3172 3180 rBV 223876 363861 21.47% 6.160%
25 24.833 3708 3718 3730 rVB2 123094 365014 21.54% 6.180%

Sum of corrected areas: 5906628
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Aug 2022 15:07
: CG/IU
¢ N3972-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081122\
BGO54605.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BG054605.D\data.ms

.088

9.140

5.556
4.404 " 2 497

#.293

10. 24/(7?1.144

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BG054605.D\data.ms

13.229 16.108

17.360
14.610

.965/113.464 15%\3/%55 18.012

19.

969

21.625

)

Time-->

A
L L e L B B B

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

1200000

1000000

800000

600000

400000

200000

TIC: BG054605.D\data.ms

24.833

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\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.088 108.57 ng 405486  1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
Abundance  Scan 17 (3.088 min): BG054605.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
T
‘ Lg 1 ‘ 3.20 3.40
\‘H\\‘HH“\‘\‘\\‘\‘\\‘\“.HH“\\‘\\’\H\‘HH‘\H\‘\H\‘HH‘\H\ m/z 43.16 42.2600
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA O L
43.0 3.20 3.40
: 87.0 m/z 87.10 28.11%
29.0 ‘ L ‘
\‘H\H“HH“‘\‘\‘\\‘H\?‘-\O\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 T
3.20 3.40
5000 41.0 55.0 m/z 55.10 27.48%
27.0
112.0 129.0
T T T T e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 3.20 3.40
m/z 41.05 14.08%
5000 43.0
58.0
29.0 87‘-0
[ Uy |
T e e e e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07

Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Cyclopentanone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
4.404 5.15 ng 19223 1,4-Dichlorobenzene-d4 7.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 86
2 2-Hexene, (Z)- 84 C6H12 007688-21-3 64
3 2-Hexene 84 C6H12 000592-43-8 64
4 3-Hexene, (E)- 84 C6H12 013269-52-8 64
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 64
Abundance Scan 241 (4.404 min): BG054605.D\data.ms (-236) (-) m/z 55.10 100.00%
55.1
5000 411 84.1
A
“ 4.00 4.20 4.40 4.60 4.80
\\‘\\\\‘\\\\‘\\\}“\\\\"‘\‘\\‘\‘\\\\’\\\\‘\\\\‘\\ m/z 84.19 44.3500
m/z--> 10 20 30 50 60 70 80 90
Abundance #1584: Cyclopentanone
55.0
28.0
41.0
5000 ‘\\\\‘\\\\’\\\\‘\\Nmm
84.0 4.00 4.20 4.40 4.60 4.80
m/z 41.10 39.84%
150 \‘\ il
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 10 20 30 50 60 70 80 90
Abundance
55.0 m
e
4.00 4.20 4.40 4.60 4.80
5000 41.0 m/z 56.10  34.02%
27.0 84.0
69.0
15.0
R R
m/z--> 10 20 30 50 60 70 80 90
Abundance #1638: 2-Hexene e
55.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 22.48%
42.0
5000 84.0
29.0 69.0
m/z--> 10 20 30 50 60 70 80 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-(2-methoxy-1-...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.501 5.34 ng 19951 1,4-Dichlorobenzene-d4 7.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603

2 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202
3 Dipropylene glycol (isomer 2) 134 C6H1403
4 1-Propanol, 2,2'-oxybis- 134 C6H1403

5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403

020324-32-7 78
010471-14-4 50
1000506-25-4 45
000108-61-2 45
000106-62-7 45

Abundance Scan 768 (7.501 min): BG054605.D\data.ms (-763) (-) m/z 59.10 100.00%
59.1
5000
41. 103.1
R RS L REERSREES
‘ 7.20 7.40 7.60 7.80
H‘\\H‘H\\‘HH‘!\H‘\HHHH‘HH’H\\‘\\H‘HH‘HH‘HH‘HH’\ mz 45 16 68.3700
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 v\\‘\\\\’\\\\‘\\\\’\\\\‘
7.20 7.40 7.60 7.80
a1, 103.0 m/z 73.10  37.67%
150 ‘u ...740 ‘ 130.0
H‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH’H\\‘\\H‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
59.0
H‘_“w“u‘u“w“w
7.20 7.40 7.60 7.80
5000 m/z 41.10  34.60%
29.0 89.0
440 74.0
R R TN R SR RN e eSS RS R R e SRR U RARE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17322: Dipropylene glycol (isomer 2) ““H,“H“‘H,“‘w
59.0 7.20 7.40 7.60 7.80
m/z 103.10 34.13%
5000
31.0 103.0
15.0 ol M Iy 75.0
P e e e e P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07

Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 4 unknown7.554 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.554 5.39 ng 20140 1,4-Dichlorobenzene-d4 7.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 39
2 Acetaldoxime 59 C2H5NO 000107-29-9 9
3 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 9
4 Silane, dimethyl- 60 C2H8Si 001111-74-6 9
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 9
Abundance Scan 777 (7.554 min): BG054605.D\data.ms (-773) (-) m/z 59.10 100.00%
59.1
5000 103.1
41 S RARRmasSNTI S SR
m ‘ 7.20 7.40 7.60 7.80
H‘HH‘HH‘\H\“HH‘\HMHH‘HH’HH‘\H\‘HH‘HH‘HH‘HH’\ mz 45 16 55.0300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.20 7.40 7.60 7.80
a1 103.0 m/z 103.05  40.30%
150 70 ‘ 130.0
H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH’HH‘\H\‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
59.0
Py
7.20 7.40 7.60 7.80
5000 m/z 73.10 28.70%
44.0
28.0
R LR R R S SRR R RRRe
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5403: Ethane, 1-ethoxy-1-methoxy- ““““H““““H“‘
59.0 7.20 7.40 7.60 7.80
m/z 41.05 26.30%
5000
29.0 89.0
o
H‘HHM‘HMH‘_HW‘HWH‘WHH,HHM‘HMH‘_HW‘HWH‘W‘ “‘H“H‘w“u“u‘_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 2-Propanol, 1-(2-methoxypro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.742 8.75 ng 32673 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 72
3 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 56
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 56
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 43

Abundance Scan 809 (7.742 min): BG054605.D\data.ms (-803) (-) m/z 59.10 100.00%

59.1
5000
43.1 T T T T
‘ 104.1 7.40 7.60 7.80 8.00
el el el e e M/Z 45,10 19.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

5000 L
7.40 7.60 7.80 8.00

m/z 43.10 19.62%

104.
150 O 7m0 1000 e
H‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H\\’H\\‘\\H‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
59.0

7.40 7.60 7.80 8.00

5000 ITI z 73.10 10.15%
31.0
15.0 75.0 1040 430.0
e A T m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17322: Dipropylene glycol (isomer 2) copo b ‘ P ‘ Rmasaw
59.0 7.40 7.60 7.80 8.00

m/z 41.10 9.71%

5000
31.0 103.0
15.0 Ll ‘H ‘ 1ily 75.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Ethanol, 2-(hexyloxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.293 9.22 ng 34421 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 78
2 Butyl-tert-butyl-isopropoxyborane 184 C11H25BO 097782-82-6 64
3 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 53
4 Sulfurous acid, isohexyl hexyl e... 250 C12H2603S 1000309-12-8 50
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 43

Abundance Scan 1073 (9.293 min): BG054605.D\data.ms (-1068) (-) m/z 43.10 100.00%

43.1
85.1
5000
‘ 30 ‘ 115.0 9.00 9.20 9.40 9.60
e P L Y m/z 85.18  75.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25545: Ethanol, 2-(hexyloxy)-
43.0
85.0
5000 UL L B I L LA BN
9.00 9.20 9.40 9.60
63.0 m/z 45.10 50.07%
115.0
150 ‘H“\\\\‘ \\\’\\\‘\‘\\\\114\.6\'9\‘\\\\’\
miz--> 20 40 80 100 120 140 160 180
Abundance
43.0
R RARREEARE
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 41.15%
142.0
e T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #145448: Oxalic acid, diisohexyl ester “w“‘w“‘w“‘w“‘
43.0 9.00 9.20 9.40 9.60
m/z 57.10 21.78%
85.0
5000
I L \H | b 129.0 175.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.544 5.30 ng 27038 Naphthalene-d8 10.779
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 43
Abundance Scan 1286 (10.544 min): BG054605.D\data.ms (-1281) (- | m/z 45.10 100.00%
45.1
5000
T ‘ \A ‘
75.0 10.50
100.1
e “wm‘ L. = m/z 57.10 98.07%
miz-> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 S T :
410 10.50
75.0 m/z 41.10 38.70%
100.0
\1\5\.? T \“ ‘1‘\ \‘!‘H”\ \‘1“\“ \“\‘\ T }‘\ \1\1\6"0\1\3‘\‘2.\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance
45.0
A T A VI
10.50
5000 m/z 43.10 20.82%
89.0
29.0
730 1190 144.0
R e
miz--> 20 40 60 80 100 120 140 ”w m\m A ﬂ I
Abundance #10027: Ethanol, 2-butoxy- : L
57.0 10.50
m/z 56.10 17.70%
5000
41.
87.0 m
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 8 Ethanol, 2-phenoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.144 6.59 ng 33646 Naphthalene-d8 10.779
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 91
2 Pyrimidine, 5-methyl- 94 C5H6N2 002036-41-1 64
3 Benzene, ethoxy- 122 C8H100 000103-73-1 64
4 Acetic acid, phenyl ester 136 C8H802 000122-79-2 59
5 Carbamic acid, phenyl ester 137 C7H7NO2 000622-46-8 59
Abundance Scan 1388 (11.144 min): BG054605.D\data.ms (-1382) (- | m/z 94.00 100.00%
94.0
5000 - /&
138.1 O : [\
51.1 “ | 11.00 11.50
“HWHH‘HHMUHJHWMHWH‘MHHM e m/z 77.10 37.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #19882: Ethanol, 2-phenoxy-
94.0
5000 b ‘ K\
138.0 11.00 11.50
77.0 o
m/z 66.10  24.19%
51.0
‘\\H‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘\HHH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
94.0
T ‘ T T ‘M\
11.00 11.50
5000 m/z 138.05  23.82%
51.0 660
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #11296: Benzene, ethoxy- - — —
94.0 11.00 11.50
m/z 95.00 15.60%
5000 122.0
39.0 66.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 9 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.965 6.89 ng 60500 Acenaphthene-di0 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 72
2 Butyric acid, dodecyl ester 256 C16H3202 003724-61-6 50
3 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 50
4 Carbonic acid, decyl nonyl ester 328 C20H4003 1000383-15-8 45
5 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 43
Abundance Scan 1698 (12.965 min): BG054605.D\data.ms (-1692) (- | m/z 71.10 100.00%
431 711
5000 A
98.1 1300
R 143.1 173.0 13.00 ;
R o R ma e R B R m/z 43.10 92.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0
M

5000 T
13 00

m/z 41.10 32.98%

98.0
\m \‘ 7 1430 17301980  243.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
43.0 89.0 /
A A
13.00
5000 m/z 83.10  31.95%
168.0
140.0 213.0
T T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109301: Butanoic acid, decyl ester e
43.0 71.0 13.00
m/z 56.10  31.34%
5000
97.0  140.0
2850 L.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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@ Phenol, 4-(1,1-dimethylprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.464 8.06 ng 70846  Acenaphthene-dile 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 78
3 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 72
4 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 64
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 64
Abundance Scan 1783 (13.464 min): BG054605.D\data.ms (-1774) (- | m/z 135.05 100.00%
135.1
5000 107.0
7
41.1 77.1 164.1 13.50
et e b L myz 107.00  45.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 /\ —
13.50
164.0 m/z 77.10 10.85%
41.0 77.0
\]-\5\.9\ T \“‘\ \‘\5\9‘.9\ T \“ T \‘\‘\ ‘ \ } T \“‘\ T \‘! ‘ T \‘\ T ‘ ! T
miz--> 20 40 60 80 100 120 140 160
Abundance
135.0
n T T ‘ T
13.50
5000 m/z 91.10 10.06%
107.0
15.0 41.0 590 77.0
R L B L
m/z--> 20 40 60 80 100 120 140 160
Abundance #27772: Cyclohexene, 2-ethenyl-1,3,3-trimethyl- ——
135.0 13.50
m/z 136.05 9.74%
5000 93.0
41.0 L
150 A
m/z--> 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 11 Diethyltoluamide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.345 5.30 ng 46522  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 94
2 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 80
3 Benzamide, 3-methyl-N-isobutyl- 191 C12H17NO 1000407-41-0 58
4 1-Propanone, 2-methyl-1-(4-methy... 162 C11H140 050390-51-7 53
5 Benzamide, 2-methyl-N-propyl- 177 C11H15NO 1000407-39-2 50
Abundance Scan 2103 (15.345 min): BG054605.D\data.ms (-2099) (- | m/z 118.95 100.00%
119.0
190.1
5000 91.1
— —
65.0 15.00 15.50

411 | 162.1 .
‘\\\\"M\H\\\“\\\\‘\\h{\‘\\\\‘\\\\‘\\\\“\\\}‘\\\\‘ m/zlge.le 62.050

miz—> 20 40 60 80 100 120 140 160 180

Abundance #65682: Diethyltoluamide
119.0
5000 190.0 T — T
91.0 15.00 15.50
65.0 m/z 91.10 42.41%
39\.0 L Ll ‘ 16\2'0 Il
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119.0
— —
15.00 15.50
5000 ITI/Z 191.10 21.38%
91.0
190.0
65.0
42.0 139.0 162.0
B e ARG
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65748: Benzamide, 3-methyl-N-isobutyl- — —
119.0 15.00 15.50
m/z 65.00 15.55%
5000
91.0
65.0 191.0
410 ‘ I | | 14\8.0 |
e e e e e e e — A
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54605.D

Acqg On : 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 12 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.012 2.41 ng 32105 Phenanthrene-die 17.360
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 90
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 41
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 38
4 1-Ethyl-2-methylphenanthrene 220 C17H16 061983-53-7 38
5 2,3-Quinoxalinedione, 6-amino-1,... 205 C10H11N302 1010338-06-6 30
Abundance Scan 2557 (18.012 min): BG054605.D\data.ms (-2553) (- | m/z 205.00 100.00%
205.0
57.1
5000 175.1
A\
91.1 L R
‘ ‘ 1311 3 1261 0 18.00
‘\H\"‘H\‘\‘\“H\‘H\‘\‘\“\‘\‘\“\H\H\’\‘\‘H“‘\H1‘\\‘H\"}H\H‘\H‘\‘HH"HH‘\ m/z 217.16 89.9100

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0

205.0
5000 -
175.0 18.00

m/z 57.10 64.33%

‘ ‘ ‘ ‘ 2610
il m H\H \\m “L\ i H\Hd MM\M b ”\ L -

m/z--> 20 40 60 80 100 120 140 160180200 220 240 260

Abundance
43.0 205.0
N N, )

18.00
5000 177.0 m/z 175.16  49.10%

91,0 121.0149.0

m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #99218: Butylated Hydroxytoluene T ‘
205.0 18.00

m/z 220.10  41.75%

5000

57.0
i Lo | |
[l ul L TR

m/z--> 20 40 60 80 100120140160 180200 220 240260 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081122\
Data File : BGO54605.D

Acqg On ¢ 11 Aug 2022 15:07
Operator : CG/JU

Sample : N3972-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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... 3.088 108.6 ng 405486 1 7.971 74696 20.0
Cyclopentanone 4.404 5.2 ng 19223 1 7.971 74696 20.0
2-Propanol, 1-(... 7.501 5.3 ng 19951 1 7.971 74696 20.0
unknown?7.554 7.554 5.4 ng 20140 1 7.971 74696 20.0
2-Propanol, 1-(... 7.742 8.8 ng 32673 1 7.971 74696 20.0
Ethanol, 2-(hex... 9.293 9.2 ng 34421 1 7.971 74696 20.0
Ethanol, 2-(2-b... 10.544 5.3 ng 27038 2 10.779 102088 20.0
Ethanol, 2-phen... 11.144 6.6 ng 33646 2 10.779 102088 20.0
2,2,4-Trimethyl... 12.965 6.9 ng 60500 3 14.610 175700 20.0
Phenol, 4-(1,1-... 13.464 8.1 ng 70846 3 14.610 175700 20.0
Diethyltoluamide 15.345 5.3 ng 46522 3 14.610 175700 20.0
7,9-Di-tert-but... 18.012 2.4 ng 32105 4 17.360 266689 20.0
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