LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

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 M\Methods\8270-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33312.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.654 49 54 63 rBv2 233408 327532 4.48% 0.903%
2 4.354 168 173 180 rBV 110730 166575 2.28% 0.459%
3 4.419 180 184 186 rVV2 81686 107806 1.47% 0.297%
4 4.449 186 189 194 rVB 97410 130803 1.79% 0.361%
5 5.043 285 290 297 rBV 149321 219567 3.00% 0.606%
6 5.513 363 370 378 rVB 1094604 1656185 22.65% 4.568%
7 6.119 468 473 479 rBV 51935 76781 1.05% 0.212%
8 7.101 632 640 651 rBvVv2 639248 1215703 16.63% 3.353%
9 7.325 671 678 685 rVB6 47056 109247 1.49% 0.301%
106 7.925 768 780 787 rBV 446683 737746 10.09%  2.035%
11 8.019 791 796 799 rVW2 47879 88392 1.21% 0.244%
12 8.072 799 805 813 rvVv 106669 237510 3.25% 0.655%
13 8.195 813 826 837 rVV2 294458 697754 9.54% 1.924%
14 8.295 837 843 851 rVB 153768 260892 3.57% 0.720%
15 8.578 883 891 895 rBV5 38876 73547 1.01% 0.203%
16 8.919 929 949 954 rBV3 202044 727960 9.96% 2.008%
17 8.989 954 961 965 rBV 345006 682633 9.34%  1.883%
18 9.089 971 978 985 rVB 1638875 2864283 39.18% 7.899%
19 9.354 1018 1023 1033 rVB8 32811 75124 1.03% 0.207%
20 9.719 1081 1085 1097 rVB 133211 265078 3.63% 0.731%

21 10.495 1211 1217 1224 rBV 210137 348325 4
22 10.719 1247 1255 1261 rBV 543315 962792 13.
23 11.330 1350 1359 1365 rVB8 40991 99105 1.36%
24 12.354 1525 1533 1538 rBV 62479 136788 1
25 12.589 1564 1573 1578 rBv4 72292 196771 2
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26 13.171 1662 1672 1680 rBV 3630456 5325774 72.85% 14.688%
27 13.436 1713 1717 1722 rVB 74159 108809 1.49% ©.300%
28 13.554 1733 1737 1748 rVB 70876 126067 1.72% ©.348%
29 14.166 1836 1841 1848 rVB9 36863 77018 1.e5% 0.212%
30 14.348 1866 1872 1879 rBv4 37840 91908 1.26% 0.253%

31 14.548 1900 1906 1914 rBV 780377 1166191 15.95%
32 16.036 2152 2159 2174 rBV 2616573 4041385 55.28% 11.
33 17.289 2366 2372 2379 rBV 893162 1399486 19.14%
34 17.942 2480 2483 2488 rVB2 67311 87823
35 18.165 2517 2521 2531 rBV2 111628 208204  2.85%
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36 19.112 2678 2682 2686 rBV 195332 209409 2.86% ©.578%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

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 M\Methods\8270-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.442 2734 2738 2744 rBV4 69988 122921 1.68% ©.339%
38 19.895 2810 2815 2822 rBV 5765805 7310806 100.00% 20.162%
39 21.142 3025 3027 3033 rBV2 84934 103464 1.42%  0.285%
40 21.447 3074 3079 3087 rBV 1312461 1655487 22.64% 4.566%

41 23.777 3469 3475 3485 rVB2 895059 1759797 24.07%  4.853%

Sum of corrected areas: 36259448
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Dec 2021 14:59
: CG/IU
: M4917-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
BM@33312.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BM033312.D\data.ms

9.089

5.513

7.101 792 10.719
3.654 5.043 e BdRe 8Y 10.495
Agnd® S 6.119 7.325 : ‘%A 8.578° /i 9.3549-719 al ft 11.330

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

AN
(A R A A A A A L B

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM033312.D\data.ms
19.895

13.171

16.036

12.362589 1313354 14.1664

0
Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

0

1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
TIC: BM033312.D\data.ms

21.447
23.777

21.142

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2-Pentanol, 2-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.654 8.88 ng 327532 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 72
3 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 53
4 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 43
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 42
Abundance  Scan 54 (3.654 min): BM033312.D\data.ms (-49) (-) m/z 59.05 100.00%
59.0
5000
R
H | ‘ 360 3.80 4.00
ob—— b L2000 28L0 n/; 45,10 30.32%
miz--> 50 100 150 200 250
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 L LA R L B B
3.60 3.80 4.00
m/z 43.10 27.22%
270 H ‘
O T ‘\ M\.‘ ‘\‘ ‘MH} ‘\ 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 #5046: 2-Butanol, 2,3-dimethyl-
59.0
Do
3.60 3.80 4.00
5000 m/z 87.10 25.02%
28.0H
S Y S
m/z--> 50 100 150 200 250
Abundance #2585 Ethanol, 2-ethoxy- R e
31.0 3.60 3.80 4.00
m/z 41.05 24.26%
5000
‘ 72.0
0“\“““““1“““‘ T T T e
m/z--> 50 100 150 200 250 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2 2-Pentanol, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.354 4.52 ng 166575 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 53
2 Butane, 1,3-dimethoxy- 118 C6H1402 010143-66-5 45
3 1,2-Butanediol 90 C4H1002 000584-03-2 45
4 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 43
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 43
Abundance Scan 173 (4.354 min): BM033312.D\data.ms (-168) (-) m/z 59.10 100.00%

59.1
5000
41.
101.2 A e REmEe
‘ 83.0 4.00 4.20 4.40 4.60
o bl L 0 sz 57.05  45.94%

m/z--> 20 40 60 80 100 120 140
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
ANV,

5000 o e
4.00 4.20 4.40 4.60

m/z 45.05 39.46%

43.0 101.0
“ 83.0
0\\\‘\‘\‘\\“\‘\\W}\\\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140
Abundance #10049. Butane, 1,3-dimethoxy-
59.0

4.00 4.20 4.40 4.60

5000 ITI/Z 41.05 29.88%
1.0
‘ | 86.0 103.0
0 ‘“‘“‘W‘w"U}“w“m“‘h““““““‘
miz--> 20 60 80 100 120 140
Abundance #2579: 1,2-Butanediol R AR
59.0 4.00 4.20 4.40 4.60
m/z 101.20 20.21%
31.0
5000
m/z--> 60 80 100 120 140 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Pentane, 2-butoxy- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.419 2.92 ng 107806 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-butoxy- 144 CS9H200 062238-02-2 59
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 42
4 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 42
5 Butane, 1,2,3,4-tetramethoxy- 178 C8H1804 003011-85-6 38
Abundance Scan 184 (4.419 min): BM033312.D\data.ms (-180) (-) m/z 45.05 100.00%

45.0
5000 101.1
71.0

4.00 4.20 4.40 4.60 4.80

‘ ‘ “ Lol 135.0 208.0

0““HM“"NHM,‘H“H“‘H“_‘“_“w“‘w“u m/z 57.10  95.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24394: Pentane, 2-butoxy-
43.0
5000 [T T[T T[T T

101.0 4.00 4.20 4.40 4.60 4.80
' m/z 41.10 46.15%

e |
[Iim ‘
\‘\1\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: Di-sec-Butyl ether
453.0

4.00 4.20 4.40 4.60 4.80

o

5000 m/z 101.10  40.31%
101.0
‘ ‘ 73.0
S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15775: Butane, 1-(1-methylpropoxy)- ‘/\H N EEmaRE TS
57.0 4.00 4.20 4.40 4.60 4.80

m/z 59.05 27.95%

5000

29.0 101.0

‘ 130.0

m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 4 3-Pentanone, 2,2-dimethyl-

R.T. EstConc Area Relative to ISTD R.T.
4.449 3.55 ng 130803 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 59
2 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 53
3 3-Heptanone 114 C7H140 000106-35-4 42
4 Acetic acid, [(1,1-dimethylethyl... 148 C6H1202S 024310-22-3 25
5 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 9

Abundance Scan 189 (4.449 min): BM033312.D\data.ms (-186) (-)

57.1
5000
1141
ST S e ol . &'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8582: 3-Pentanone, 2,2-dimethyl-
57.0
5000 29.0
H 85.0 114.0
O‘\‘\\\‘w\\\‘1“\\‘\\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8516: 3-Hexanone, 4-methyl-
57.0
5000
29.0
‘ ‘ 85.0 114.0
o‘u‘!H“mHM‘Hw“MH‘HH_m,uu_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8429: 3-Heptanone
57.0
29.0
5000
85.0
L] e
0 _u‘ﬂu‘w"m“H“_"w“u,‘u“u“_“w“u

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

8270-BM112421.M Wed Dec 08 13:39:14 2021

Concentration Rank 12

m/z 57.10 100.00%

S

4.20 4.40 4.60 4.80
m/z 41.10 28.24%

-

4.20 4.40 4.60 4.80
m/z 114.10 9.31%

0 i 01l
L S AR

4.20 4.40 4.60 4.80
m/z 39.00 8.26%

3

4.20 4.40 4.60 4.80
m/z 85.10 7.00%

=

4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.043 5.95 ng 219567 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 47
3 1,2-Butanediol 90 C4H1e02 000584-03-2 38
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 3-Octanol 130 C8H180 000589-98-0 33

Abundance Scan 290 (5.043 min): BM033312.D\data.ms (-285) (-)

m/z 43.10 100.00%

43.1
5000
101.1 A REmmENES e
‘ ‘ ) 4.80 5.00 5.20 5.40
ol ol 1881 1980 28l /7 59.10  56.42%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.92%
O\\”\H\h‘m\\\‘\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R RRma A
4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 13.64%
101.0
27.0‘ ‘
0 \\W‘N‘Mlh\‘\‘\ ————————————
m/z--> 50 100 150 200 250
Abundance #2577: 1,2-Butanediol T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.70%
5000
29.0
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown6.119 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.119 2.08 ng 76781 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 72
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 25
3 Isopropyl 5,11-dihydroxy-3,7,11-... 314 C18H3404 1000223-34-1 23
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 16
5 2-Methyl-2,4-dimethoxybutane 132 C7H1602 039836-89-0 12

Abundance Scan 473 (6.119 min): BM033312.D\data.ms (-468) (-) m/z 73.05 100.00%

43.0 73.0
5000
T R
115.1 5.80 6.00 6.20 6.40
oMo o I 1470 2071 m/z 43.05 96.39%
miz-> 50 100 150 200 250
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 730
5000 L L L R B R
5.80 6.00 6.20 6.40
m/z 41.10 12.33%
115.0
0\‘\“‘\‘\““‘”\\‘\\}\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #8775: 1-Methoxyethanimine, N-acetyl-
43.0
100'0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
5.80 6.00 6.20 6.40
5000 m/z 115.10 10.25%
ol b W““J“ — e e
miz--> 50 100 150 200 250
Abundance #217306: Isopropyl 5,11-dihydroxy-3,7,11-trimethyl-2-doc
73.0 5.80 6.00 6.20 6.40
m/z 40.00 8.86%
5000
41.0
0 bl g 1110 171.0 207.0  253.0283.(
e e e RRREEES ST,
m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown7.325 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.325 2.96 ng 109247 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylpentanoic acid 130 C7H1402 003302-06-5 43
2 (2S5,4S)-1-(tert-Butoxycarbonyl)-... 233 C10H16FNO4 203866-13-1 38
3 Methyl (R)-(-)-3-hydroxy-2-methy... 118 C5H1003 072657-23-9 37
4 Aspartic acid 133 C4H7NO4 000056-84-8 35
5 Hydroxypivalic acid 118 C5H1003 004835-90-9 32
Abundance Scan 678 (7.325 min): BM033312.D\data.ms (-671) (-) m/z 88.10 100.00%
88.1
41.1
5000
% 7.007.20 7.40 760
5# ‘ 120.1 007.207.40 7.
N “ Ji. s 240 myz 73.00 69.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15448: 3,4-Dimethylpentanoic acid
73.0
43.0
5000 UL L B R I B |
7.00 7.20 7.40 7.60
m/z 41.10 58.19%
0 \1\5\-9\‘\‘\ L T \‘\P\Z}O\H \%\2\9\\0‘ LB B L B I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #114428: (2S,4S)-1-(tert-Butoxycarbonyl)-4-fluoropyrrolid
41.0
88.0 RN RREE s e m
7.00 7.20 7.40 7.60
5000 132.0 m/z 43.10  48.40%
188.0
b el AL 1600 TP
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #9925: Methyl (R)-(-)-3-hydroxy-2-methyl-propionate R RRARR ST
88.0 7.00 7.20 7.40 7.60
m/z 56.05 34.58%
57.0
5000 31.0
S 0 O oL A
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_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1-Methyl-1H-1,2,4-triazole Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.019 2.40 ng 88392 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50
2 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 49
3 Acetaldehyde 2E-hexenyl 3Z-hexen... 226 C14H2602 1000431-45-5 43
4 1-Propoxypropan-2-yl 2-methylbut... 200 C11H2003 1000367-10-6 38
5 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br 036617-00-2 38

Abundance Scan 796 (8.019 min): BM033312.D\data.ms (-791) (-) m/z 43.10 100.00%

3.1 3.1
990 [TT T T[T T T[T T T[Tt
‘ 9.0 | 12‘7'1 7.60 7.80 8.00 8.20 8.40
ol el b Ll v b m/z 83.10 99.24%
miz--> 0 20 40 60 80 100 120
Abundance #1450: 1-Methyl-1H-1,2,4-triazole
83.0
28.0
5000 I L LU B R
56.0 7.60 7.80 8.00 8.20 8.40
m/z 55.05 54.53%
O\‘\\\\‘\M\\‘}m\\\“‘\\\\‘1\\\\\\\’\\\\
miz--> 0 20 40 60 80 100 120
Abundance #3801: 1-Butene, 2,3,3-trimethyl-
83.0
55.0
AR REmaRREE SRR
7.60 7.80 8.00 8.20 8.40
5000 m/z 56.10 51.23%
39,0
98.0
15.0 H
o M“ﬂ““h““l““ e
miz--> 0 20 40 60 80 100 120
Abundance #106964: Acetaldehyde 2E-hexenyl 3Z-hexenyl acetal R R
83.0 7.60 7.80 8.00 8.20 8.40
m/z 41.10 42.47%
55.0
5000
39,0 127.0
bttt e L A oo™
m/z--> 0 20 40 60 80 100 120 7.60 7.80 8.00 8.20 8.40

8270-BM112421.M Wed Dec 08 13:39:16 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 9 unknown8.072

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.072 6.44 ng 237510 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 27
2 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15C1F202 1000376-26-4 25
3 Formic acid, 2,2-dimethylpent-3-... 144 C8H1602 1000368-88-1 23
4 1-Cyclopentyl-2,2-dimethyl-1-pro... 156 C10H200 337966-85-5 16
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 14
Abundance Scan 805 (8.072 min): BM033312.D\data.ms (-799) (-) m/z 57.10 100.00%
57.1
5000
83.1
i | ‘ ‘ 11‘1-1 7.80 8.00 8.20 8.40
0 m_"W‘w‘,u“uw;‘\‘wum,w_‘H_m‘w_m,‘ m/z 41.10 44.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2390: 1-Propanol, 2,2-dimethyl-
57.0
5000 290 UL B B I B AL LN
7.80 8.00 8.20 8.40
m/z 55.10 24.32%
H ‘\“ | ‘\ 88.0
0 L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #109816: 2,2-Dimethyl-3-pentanol, chlorodifluoroacetate
57.0
R
7.80 8.00 8.20 8.40
5000 m/z 83.10 22.30%
83.0
29.0
0 Lol 129.0 157.0 184.0 213.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24261: Formic acid, 2,2-dimethylpent-3-yl ester P S
57.0 7.80 8.00 8.20 8.40
m/z 73.10 20.94%
5000
89.0
ol 20t Womso UL
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

8270-BM112421.M Wed Dec 08 13:39:17 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 10 Hexanoic acid, 2,2-dimethyl-

Concentration Rank 2

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

8.195 18.92 ng 697754 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 59
2 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 53
3 t-Butyl nitrite 103 C4H9NO2 000540-80-7 43
4 Methyl propionate 88 C4H802 000554-12-1 43
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 40

Abundance Scan 826 (8.195 min): BM033312.D\data.ms (-813) (-)

m/z 57.10 100.00%

57.1
88.1
5000
‘ ‘9_10 1 7.80 8.00 8.20 8.40 8.60
ob 38l L e 2070 2 8810 75.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24143: Hexanoic acid, 2,2-dimethyl-
57.0
88.0
5000 [T T T T T T T
7.80 8.00 8.20 8.40 8.60
29.0 m/z 41.10 54.72%
O\‘ \H\ f \“}H‘ T \”\‘\ “\“\ T i“\]\_]\-S\-‘O\\ \%L‘4\5\(\)\ [T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
57.0 88.0
A ERER
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.10 46.81%
29.0
o
o) R 1 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5112: t-Butyl nitrite AR AR e
30.0 7.80 8.00 8.20 8.40 8.60
m/z 73.05 32.15%
O‘MMuﬂﬂuHM‘“w“H‘“H“‘H“H“‘H“H“‘H“ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

8270-BM112421.M Wed Dec 08 13:39:18 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.295 7.07 ng 260892 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 78
3 Deltacyclene 118 C9H10 007785-10-6 68
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
Abundance Scan 843 (8.295 min): BM033312.D\data.ms (-837) (-) m/z 117.05 100.00%
117.1
5000
91'1 \\\‘\\\\‘\\\\‘\\\\’\\\\
390 830 .4 ‘ 8.00 8.20 8.40 8.60
Obrrrrrrreperer e bl el m/z 118,10 53.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
117.0
5000 UL L B I B AL LR
8.00 8.20 8.40 8.60
m/z 115.05  33.45%
39.0 s5g0 91.0 /
N A W T |
O\H‘H‘H‘HM‘\H}‘\H\‘HH\‘}i\\‘\Hw‘HH“HH‘\‘\H‘HH“HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
R Ramm e AR RAR
8.00 8.20 8.40 8.60
5000 m/z 91.10 17.34%
91.0
39.0 g 77.0
0\H‘\H\‘\H‘\‘\H\“\H\U}H‘!HU\\|\HH‘H\\‘i}\HH‘\H‘HH“HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene T S PR T
117.0 8.00 8.20 8.40 8.60
m/z 63.00 10.39%
5000
390 91.0
65.0 ‘
0"wu‘wu‘wu‘WH‘ﬂh‘Mﬂtwuﬂhu‘ﬂm‘wﬁ‘wulqu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60

8270-BM112421.M Wed Dec 08 13:39:18 2021

Page:

14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown8.919 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.919 19.73 ng 727960  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2'-[methylenebis(oxy)]... 188 C11H2402 054699-28-4 43
2 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 38
3 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 37
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 27
5 Ether, 3-butenyl pentyl 142 CSH180 034061-78-4 27
Abundance Scan 949 (8.919 min): BM033312.D\data.ms (-929) (-) m/z 71.05 100.00%

43.1 71.0
5000

8.60 8.80 9.00 9.20
99.1 1291
0 A 2070 /7 43.10  93.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62670: Butane, 2,2'-[methylenebis(oxy)]bis[2-methyl-
71.0
43.0

5000 L L R R B B
8.60 8.80 9.00 9.20
m/z 59.05 55.27%
12
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #111190: Ethanedioic acid, bis(3-methylbutyl) ester
43.0
71.0 R RRREE e AR
8.60 8.80 9.00 9.20
5000 m/z 57.10 48.30%
0 I M“ ‘ 115 0 161.0 188.0 230.0
HH‘HH‘HH,HH‘HH‘HH‘H‘WH‘WH‘WH‘WH‘WH‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5038: 1-Butanol, 2,2-dimethyl-  AAREaaanaEEt SR
43.0 210 8.60 8.80 9.00 9.20
' m/z 74.10 44.80%
5000 /W
0 5\ OH‘ ‘ \‘ H 99 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BM112421.M Wed Dec 08 13:39:19 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 13 unknown8.989 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.989 18.51 ng 682633 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylbutanedioic acid 146 C6H1004 000597-43-3 45
2 Propane, 1,1-diethoxy- 132 C7H1602 004744-08-5 43
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 38
4 Allyldimethylsilane 100 C5H12Si 003937-30-2 38
5 Isopropyldimethylsilane 102 C5H14Si 1000433-69-3 38
Abundance Scan 961 (8.989 min): BM033312.D\data.ms (-954) (-) m/z 59.10 100.00%
59.1
5000 87.0 /q/\\A
RERREE e
\ | M ‘Prll'l 8.60 8.80 9.00 9.20 9.40
b o BBl T1A880 2069 7 43.10 71.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25228: 2,2-Dimethylbutanedioic acid
59.0
5000 DL U R B
87.0 8.60 8.80 9.00 9.20 9.40
m/z 41.10 59.90%
M‘H ‘\ N ‘h 128.0
O\\\‘\\\\‘\‘\\‘\\\\’\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16545: Propane, 1,1-diethoxy-
59.0
E  ARARsRERE
87.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 87.05 46.15%
29.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5007: 2-Pentanol, 2-methyl- Raaa A RAREA
59.0 8.60 8.80 9.00 9.20 9.40
m/z 69.10 37.73%
5000 87.0
31.0
0 H\‘\‘\“H“H\H‘MH‘H,HH‘\H\‘\m‘\m‘\m‘\m‘uu EREEE T T R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BM112421.M Wed Dec 08 13:39:20 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 14 unknown9.719

R.T. EstConc Area Relative to ISTD R.T.
o719 s.51ng 265078  Naphthalene-ds 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- o8 C7H14 001638262 49

2 2(3H)-Furanone, dihydro-4,4,5,5-... 142 C8H1402
3 3,3-Dimethylpyrrolidine-2,5-dione 127 C6HINO2
4 2-Methylcyclohexylamine 113 C7H15N

5 2(3H)-Furanone, dihydro-3,3-dime... 114 C6H1002

Abundance Scan 1085 (9.719 min): BM033312.D\data.ms (-1081) (-)

Concentration Rank 9

016466-24-3 43
003437-29-4 38
007003-32-9 38
003709-08-8 38

m/z 56.10 100.00%

56.1
83.1
5000
127.1
gy =
9.50 10.00
O bl e 2071 s s9.05  72.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
5000 T I T T T T
83.0 9.50 10.00
27.0 ‘ ‘ m/z 43.00  60.22%
O\‘\M\\i“\\‘\h“\w\\‘1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22852: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
59.0
—r —
83.0 127.0 9.50 10.00
5000 ' m/z 41.18  53.71%
27.0
O‘MMuﬂ‘uﬁme‘HM‘NMJ‘W‘1Hp‘u“w“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13487: 3,3-Dimethylpyrrolidine-2,5-dione — ——
56.0 9.50 10.00
m/z 83.10 53.53%
5000
127.0
99.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BM112421.M Wed Dec 08 13:39:20 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 15 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.495 7.24 ng 348325 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50

Abundance Scan 1217 (10.495 min): BM033312.D\data.ms (-1211) (- m/z 45.10 100.00%

451
5000
=l 10 50
101.1
0 m_mw‘!u M‘ Jl“n‘ M 180wz s7.18 98.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 050
29.0
7.0 m/z 41.10 38.57%
101.0
Wl 1 0
O\\\‘\\‘\\“‘l‘\\ \\U\“\“\\\l\\\\‘\\”\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10.50
5000 ITI/Z 75.10 17.45%
29.0 75.0
100.0
0 O O e L -
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- o A
48.0 10.50
m/z 56.05 16.28%
5000
89.0
27‘0
119.0
oLl Mwﬁ_m;mH_H‘lﬁé‘qw
m/z--> 20 40 100 120 140 160 10,50

8270-BM112421.M Wed Dec 08 13:39:21 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 16 4,5-Octanediol, 2,7-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.354 2.84 ng 136788 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,5-Octanediol, 2,7-dimethyl- 174 C10H2202 1000153-20-8 50
2 3-Methyl-3-chloro-1-butene 104 C5H9C1 002190-48-9 47
3 2-Butenoic acid, cyclohexyl ester 168 C10H1602 016491-62-6 47
4 1-Octen-4-o0l 128 C8H160 040575-42-6 47
5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 46

Abundance Scan 1533 (12.354 min): BM033312.D\data.ms (-1525) (- m/z 69.05 100.00%

69.0
5000
41.0

87.1
‘ 121.1 150.1 12. 00 12 50
0! ‘JNN‘W“M“Nu‘1“‘Hﬁ““‘ m/z 41.85 32.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48856: 4,5-Octanediol, 2,7-dimethyl-
69.0
43.0
5000 — —
87.0 12.00 12.50

m/z 39.10  28.56%

O\\\‘\\‘\\“ \\‘\"\\“\\“\“\\\‘\\1\1\7‘0\\\\‘\\]_\5\6‘0\\\\
miz--> 20 40 80 100 120 140 160
Abundance #5456. 3—Methyl—3—chIoro—l—butene
69.0
P P
41.0 12.00 12.50
5000 ITI z 87.10 18.53%
‘ Uﬂ 89.0
Ol H‘H‘M“MH‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160 n
Abundance #43052: 2-Butenoic acid, cyclohexyl ester ol nfrn
69.0 12. OO 12. 50
87.0 m/z 103.00 16.03%
5000
41.0
0 15. 0 Ll “ \ \Lm \1080 13501530 ﬂﬁWﬂ/\ AVYYYY
“,““‘ gL iy —
m/z--> 20 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 17 unknownl2.589

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.589 4.09 ng 196771 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 46
2 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 46
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 46
4 1-Methylindan-2-one 146 C10OH100 035587-60-1 45

5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100

Abundance Scan 1573 (12.589 min): BM033312.D\data.ms (-1564) (-

017496-14-9 38

m/z 105.10 100.00%

105.1
142.1
5000 7.0
51.0
; ooty
‘ 12.50
0 b 2089y g 14005 71.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 115.0 A !
' 12.50
m/z 131.05 70.27%
390 630 0
O\‘\‘\\\‘\\H\\“‘\‘\“\H\‘\‘\\\‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24940: 3-Buten-2-one, 4-phenyl-, (E)-
103.0 131.0
77.0 /\/\‘/'\‘ /\‘»/\‘/\‘ jo_sh /‘\A ‘Nl“‘
' 12.50
5000 51.0 ITI/Z 141.05 67.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene
141.0 12.50
115.0 m/z 103.05 51.34%
5000
63.0 89.0
owm“HH“““M”mwuH_M‘HH“HH_HWHWm Ayung ~ bt
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 18 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.554 2.16 ng 126067  Acenaphthene-di10 14.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 93
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 53
3 1H-Indole, 2,3-dihydro-5-nitro- 164 C8H8N202 032692-19-6 35
4 7-Benzofuranol, 2,3-dihydro-2,2-... 164 C10H1202 001563-38-8 18
5 2-Propenoic acid, 3-(3-hydroxyph... 164 C9H803 000588-30-7 14

Abundance Scan 1737 (13.554 min): BM033312.D\data.ms (-1733) (-  m/z 146.05 100.00%
146.1
5000 117.1
91.1
39.0 T ! 1
I T 2
O b gl wm;ww e m/z 164.05  68.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
5000 119.0 Plpetreyl— ”’“\/\
13.50
91.0 m/z 117.10 45.07%
270 %10 ‘ ‘
O \\\‘\\\\“‘\\‘\‘\““\‘\\‘\H‘\\\\‘\\\\‘\\\f‘\“\\‘ ‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39302: Benzoic acid, 2,4,5-trimethyl-
119.0 164.0
E T T T ‘ T ‘
13.50
5000 390 91.0 m/z 119.05 44.75%
63.0
0 B R
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #40248: 1H-Indole, 2,3-dihydro-5-nitro- e I
164.0 13.50
m/z 118.05 41.31%
5000 117.0
91.0
63.0
oaso 20 0 | L A e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

8270-BM112421.M Wed Dec 08 13:39:23 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 19 n-Hexadecanoic acid

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.165 2.98 ng 208204  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 64

Abundance Scan 2521 (18.165 min): BM033312.D\data.ms (-2517) (-

m/z 73.05 100.00%

43.1 73.0
5000
—— —
‘ 1711 2132 256.1 18.00 18.50
ol L m/z 43.10 94.53%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
97.0 1710 2130 256.0 m/z 60.05 91.32%
ob— i““ L, \\hu\ }‘H‘\‘n‘\ ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ ——
miz--> 50 100 150 200 250
Abundance #109284: Tetradecanoic acid
73.0
T —
129.0 18.00 18.50
5000 43.0 m/z 41.05 79.64%
185.0 228.0
o) \“ \‘ | ‘M ‘\M““ ‘h‘\“ ;M‘\‘m‘\ “ ‘ L h“\ A “ B —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 18.00 18.50
m/z 55.05 76.41%
5000 129.0
‘ 199.0 2420
ol H‘u“ il M “\M‘L il ‘\“1‘61.9\‘ \i L ‘\“ ‘ _— _—
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 20 9-Octadecenoic acid (Z)-, m... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.112 2.99 ng 209409  Phenanthrene-die 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 93
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 91

Abundance Scan 2682 (19.112 min): BM033312.D\data.ms (-2678) (- m/z 55.05 100.00%

558.0
5000
7.0
P e
37.1 180.1 222.3 264.1 19.00 19.50
ol hif s L 8250 s 4110 72.76%
mlz--> 50 100 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 T ‘ T T ‘ T
19.00 19.50
m/z 69.10 64.59%
‘ ‘ 37.0 180.0 222.0 264.0
o4 “ ‘”‘H‘\H‘\‘l\‘\{“\\‘\H\\\“\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
P e
19.00 19.50
5000 m/z 43.10  60.55%
38.0 180.0 222.0
0! Wumk““$‘u“u R
miz-> 50 100 150 200 250 300 350
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (2)- —— ——
55.0 19.00 19.50
m/z 74.05 52.42%
5000
7.0
264.0
38.0 180.0 222:0 |
0! qu¢u“w““u“u“““ =T —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33312.D

Acqg On : 06 Dec 2021 14:59
Operator : CG/JU

Sample : M4917-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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|
2-Pentanol, 2-m... 3.654 8.9 ng 327532 1 7.925 737746 20.0
2-Pentanol, 2,4... 4.354 4.5 ng 166575 1 7.925 737746 20.0
Pentane, 2-butoxy- 4.419 2.9 ng 107806 1 7.925 737746 20.0
3-Pentanone, 2,... 4.449 3.5 ng 130803 1 7.925 737746 20.0
2-Pentanone, 4-... 5.043 6.0 ng 219567 1 7.925 737746 20.0
unknown6.119 6.119 2.1 ng 76781 1 7.925 737746 20.0
unknown7.325 7.325 3.0 ng 109247 1 7.925 737746 20.0
1-Methyl-1H-1,2... 8.019 2.4 ng 88392 1 7.925 737746 20.0
unknown8.072 8.072 6.4 ng 237510 1 7.925 737746 20.0
Hexanoic acid, 8.195 18.9 ng 697754 1  7.925 737746 20.0
Indane 8.295 7.1 ng 260892 1 7.925 737746 20.0
unknown8.919 8.919 19.7 ng 727960 1 7.925 737746 20.0
unknown8.989 8.989 18.5 ng 682633 1 7.925 737746 20.0
unknown9.719 9.719 5.5 ng 265078 2 10.719 962792 20.0
Ethanol, 2-(2-b... 10.495 7.2 ng 348325 2 10.719 962792 20.0
4,5-Octanediol,... 12.354 2.8 ng 136788 2 10.719 962792 20.0
unknown12.589 12.589 4.1 ng 196771 2 10.719 962792 20.0
Benzoic acid, 2... 13.554 2.2 ng 126067 3 14.548 1166190 20.0
n-Hexadecanoic ... 18.165 3.0 ng 208204 4 17.289 1399490 20.0
9-Octadecenoic . 19.112 3.0 ng 209409 4 17.289 1399490 20.0
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