LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 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_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125378.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.216 12 22 28 rVB 2898836 4183616 100.00% 17.765%
2 3.898 301 308 315 rBV 68591 111514 2.67% 0.474%
3 5.116 511 515 522 rVB 175055 181236 4.33% 0.770%
4 5.522 581 584 597 rBV 1508512 1502252 35.91% 6.379%
5 6.528 751 755 764 rBV 820187 878966 21.01% 3.732%
6 6.898 814 818 821 rBV 898014 743291 17.77% 3.156%
7 7.304 882 887 893 rBV 61561 91751 2.19% ©.390%
8 7.457 909 913 916 rBV 2038446 1944707 46.48% 8.258%
9 7.781 965 968 973 rvVB 58311 56062 1.34% 0.238%
10 7.892 984 987 990 rBvV 55533 52770 1.26% 0.224%
11 8.086 1017 1020 1027 rBV2 79504 140374 3.36% 0.596%
12 8.181 1032 1036 1042 rW 933347 837265 20.01% 3.555%
13 8.298 1042 1056 1060 rVV5 108440 250418 5.99% 1.063%
14 8.369 1064 1068 1070 rVB2 88709 94602 2.26% 0.402%
15 8.551 1093 1099 1101 rBV 184355 242321 5.79% 1.029%
16 8.598 11605 1107 1112 rVB2 114329 88879 2.12% 0.377%
17 8.798 1137 1141 1144 rBV2 92577 123247 2.95% 0.523%
18 9.257 1214 1219 1222 rBV 3464635 3172846 75.84% 13.473%
19 9.369 1235 1238 1242 rBv2 69926 72107 1.72% 0.306%
20 9.475 1253 1256 1259 rVB2 96110 85193 2.04% 0.362%
21 9.580 1271 1274 1276 rBV 65078 79094 1.89% 0.336%
22 9.686 1288 1292 1294 rBV2 204728 207872 4.97% 0.883%
23 9.745 1300 1302 1305 rvVB2 91322 77444 1.85% 0.329%
24 9.933 1329 1334 1338 rBV 1027654 963057 23.02% 4.089%
25 10.727 1465 1469 1472 rBV 1972834 1751500 41.87% 7.437%

26 11.427 1585 1588 1590 rBV 744981 675714 16.15%
27 11.451 1590 1592 1595 rVB 362536 256338 6.13%
28 11.963 1677 1679 1681 rVB 325699 238195 5.69%
29 13.015 1855 1858 1861 rBV 3122586 2726038 65.16% 11.
30 14.074 2035 2038 2042 rVB 860236 738827 17.66%

WRRERN
[
=
[N
R

31 15.574 2288 2293 2298 rVB 764660 982689 23.49% 4.173%

Sum of corrected areas: 23550185
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Data Path

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. M3646-16

. 20

LSC Report - Integrated Chromatogram

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File :

BF125378.D
4 Sep 2021 19:56
Ju/caG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On 4 Sep 2021 19:56

Operator Ju/caG

Sample : M3646-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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.
2.216 112.57 ng 4183620 1,4-Dichlorobenzene-d4 6.898
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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 22 (2.216 min): BF125378.D\data.ms (-12) (-) m/z 73.05 100.00%
73.0 ﬂ
5000 43.0
T
‘ J 881 2.20 2.40 2.60
Ol ooy bl 580 L 881wz 43.00 42.66%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L B B B B BB
43.0 220 240 260
‘ m/z 54.95 34.31%
27.0 88.0
O\‘\\\\‘\““\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
e e BRAR
2.20 2.40 2.60
5000 55.0 m/z 87.10 26.02%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
m/z--> 0 20 40 80 100 120
Abundance #2245.Suane,teuanuﬂhyh A
73.0 2.20 2.40 2.60
m/z 41.00 14.01%
5000
43.0
T Ao o B e
m/z--> 0 20 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2-Hexanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.898 3.00 ng 111514 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol 102 CeH140 000626-93-7 83
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
3 2-Hexanol, (R)- 102 C6H140 026549-24-6 83
4 2-Hexanol, (S)- 102 C6H140 052019-78-0 64
5 2-Heptanol 116 C7H160 000543-49-7 40
Abundance Scan 308 (3.898 min): BF125378.D\data.ms (-301) (-) m/z 45.00 100.00%
45.0
5000 JL
T T
| ‘ g0 090 87.0 3.60 3.80 4.00 4.20
L St m/z 43.00 23.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4961: 2-Hexano
45.0
5000 LA L L B LA R
3.60 3.80 4.00 4.20
m/z 69.00 15.30%
150 27.0 69.0
O\\\‘\\‘\.\“\\i‘}“‘\\\\“‘}M}\‘\5\‘3\'?\\\\“\\\\‘\?Z\lo‘\\\]\-(‘)\z\.\o\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5003: 2-Pentanol, 4-methyl-
45.0
\\\‘\\\\’\\\\‘\\A\\‘\\\\
3.60 3.80 4.00 4.20
5000 m/z 41.05 14.21%
27.0 69.0
1 o N LRV
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4974: 2-Hexanol, (R)-
45.0 3.60 3.80 4.00 4.20
m/z 39.00 7.04%
5000
29.0 69.0
0. 150 T | 570 " 870 1010
P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.116 4.88 ng 181236 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 515 (5.116 min): BF125378.D\data.ms (-511) (-) m/z 43.00 100.00%

3.0
59.0
5000
R AR RRSARAEER
101.0 4.80 5.00 5.20 5.40
! ‘ 83.0 .
-+ttt m/z 59.00 62.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R IR B
4.80 5.00 5.20 5.40
101.0 m/z 58.00 16.41%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
e R A
4.80 5.00 5.20 5.40
5000 m/z 101.00 16.30%
41.0 101.0
27.0 '
ol 220 Tl Ll 70 830 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e EAREEEESS ST,
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.36%
5000 41.0
29.
‘ ‘ 87.0
obtso UL 1L L te0 | se0 el el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 unknown7.304 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.304 2.47 ng 91751 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 4-methyl- 102 CeH140 000626-89-1 47
2 1-Hexene 84 C6H12 000592-41-6 47
3 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 43
4 (Z)-2-Heptene 98 C7H14 006443-92-1 38
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
Abundance Scan 887 (7.304 min): BF125378.D\data.ms (-882) (-) m/z 56.00 100.00%
56.0
41.0
5000
70.0
1050 TT[T T I T[T TTrr[rrrr]
“ ! “ | | 840 7.00 7.20 7.40 7.60
OF e Ll m/z 55.00 88.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5005: 1-Pentanol, 4-methyl-
56.0
41.0
5000 69.0 T T T T T T T T
7.00 7.20 7.40 7.60
m/z 41.00 70.80%
27.
ol 15.0 \ﬂ e L] 840 990
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1639: 1-Hexene
41.0 56.0
AR A AR
7.00 7.20 7.40 7.60
5000 m/z 41.95 60.51%
27.0
69.0 84.0
0H‘]\.'\5\.9‘H?l“u\{}\h\i‘\”
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3759: 5-Methyl-2-hexene,c&t ESARRRREEEEEEEEE S
56.0 7.00 7.20 7.40 7.60
41.0 m/z 45.00 35.88%
5000 270
70.0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.086 3.35 ng 140374  Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 2-Hexanol, 5-methyl- 116 C7H160 000627-59-8 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1020 (8.086 min): BF125378.D\data.ms (-1017) (-) m/z 57.00 100.00%
57.0

70 7.808.008.208.40
39 -808.008.20 8.
Obrrr J\ﬁu u‘!“‘”‘ H“““w““ W0 wz 4s.00  96.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L L L L B LR
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 31.11%
‘ 1000 1320
O\\‘\“\‘H\\‘H‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w.\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R R
7.80 8.00 8.20 8.40
5000 m/z 75.00 18.89%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%‘i 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10091: Emybnecholmonomobuwlemer H“H“_‘Hm4H‘N‘M
57.0 7.80 8.00 8.20 8.40
m/z 56.00 17.92%
5000
29.0 75.0
0 \‘\ I ‘ | 100.0118.0
H“‘ i e A R R REREE
mlz--> 0 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF081821.M Tue Sep

07 01:43:53 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On 4 Sep 2021 19:56

Operator Ju/caG

Sample : M3646-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 unknown8.298 Concentration Rank 3

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

8.298 5.98 ng 250418 Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 30
2 Pentanoic acid, 2-propyl-, methy... 158 C9H1802 022632-59-3 27
3 2-Hexene, 1l-methoxy-, (E)- 114 C7H140 056052-83-6 27
4 1-Methoxycyclohexane 114 C7H140 000931-56-6 22
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 14

Abundance Scan 1056 (8.298 min): BF125378.D\data.ms (-1042) (-) m/z 43.00 100.00%
3.0

71.0 87.0
5000
115.0 T
‘ | ‘ ‘ m 130.0 8.00 8.20 8.40 8.60
ool gl ol T m/z 87.00  69.29%
miz--> 20 40 60 80 100 120 140
Abundance #9353: Thiophene, 2-ethyltetrahydro-
87.0
5000 IR R R R R
8.00 8.20 8.40 8.60
116.0 m/z 71.08  65.60%
27.0 TTO
O\\\‘\‘\‘\\“\H\\M\“‘\\\\‘\‘1‘\\‘\\\‘\"\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #35465: Pentanoic acid, 2-propyl-, methyl ester
87.0
e A RRRRRRRES
8.00 8.20 8.40 8.60
5000 57.0 116.0 m/Z 57 .00 46.22%
41.0
m/z--> 80 100 120 140
Abundance #8583.2—Hexene,l4neﬂmxyn(E} A RAEmmEEE s
71.0 8.00 8.20 8.40 8.60
m/z 69.00 44.72%
5000 41.0
S ‘ FW Ay geo W0 ARG I
m/z--> 20 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On 4 Sep 2021 19:56

Operator Ju/caG

Sample : M3646-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 7 unknown8.369 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8369 2.26ng 04602 Naphthalene-ds 5.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-2-methyl- 158 COH1802 001185-29-1 47

2 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402

3 Oxirane, 2,2'-[1,4-butanediylbis... 202 C10H1804
4 Hexane, 2,3,4-trimethyl- 128 C9H20

5 Sulfurous acid, decyl pentyl ester 292 C15H3203S

000816-11-5 43
002425-79-8 27
000921-47-1 22
1000309-14-3 22

Abundance Scan 1068 (8.369 min): BF125378.D\data.ms (-1064) (-) m/z 43.00 100.00%

43.0 71.1 102.0
5000
129.1 RS ——
H 1521 8.00 8.20 8.40 8.60
0 b ‘m“‘!‘wh‘w!m“w“““”“w‘ UL E S+ m/z 101.95  97.09%
miz--> 20 40 60 80 100 120 140 160
Abundance #35403: Hexanoic acid, 2-ethyl-2-methyl-
57.0
102.0
5000
29.0 8.00 8.20 8.40 8.60
m/z 71.10 88.29%
‘ \ ‘ 83. 1800 1590
O \\\‘\‘\\\“\‘\\‘}H‘\\“}”\“\}\\‘H\\\H\‘\\“\\‘1\\\"\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15536: Butanoic acid, 2-ethyl-, methyl ester
43.0 102.0
e A RRRRRRRRREES
8.00 8.20 8.40 8.60
5000 110 m/z 87.e0 81.15%
0 ZG-L L sto
miz--> 20 40 60 80 100 120 140 160
Abundance #77388: Oxirane, 2,2'-[1,4-butanediylbis(oxymethylene)]b PR T R
71.0 8.00 8.20 8.40 8.60
m/z 57.00 80.19%
5000 29.0
129.0
100.0 ‘
ol =3 W“J‘Htu““““““““ R
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090421\

Data Path :

Data File : BF125378.D

Acqg On 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Heptanoic acid, 2-propyl-,

R.T. EstConc

8.551 5.79 ng

Concentration Rank 4

Area Relative to ISTD R.T.
242321 Naphthalene-d8 8.181
MW MolForm CASH# Qual

Hit# of 5

Tentative ID

1 Heptanoic acid, 2-propyl-, methy... 186 C11H2202

2 Pivaloin 172 C10H2002
3 Thiophane, propyl- 130 C7H14S
4 Thiophene, 2-ethyltetrahydro- 116 C6H12S
5 1,3-Dioxane 88 C4H802

Abundance Scan 1099 (8.551 min): BF125378.D\data.ms (-1093) (-)
87.0

5000
41.0 130.1
o ‘m‘ - Lol | eer
m/z--> 20 100 120 140 160
Abundance #60830 Heptan0|c aC|d 2-propyl-, methyl ester
87.0
5000 116.0
‘ 55‘0 143.0
29.0
O\\\‘\\\\“\\\\“‘\\H\\‘\}\\‘\\\‘\‘\\‘\\“}\\‘\“\\\\
miz--> 80 100 120 140 160
Abundance #46959: Pivaloin
87.0
5000 57.0
29.0
116.0 144.0
‘ o \ 1720
o‘H"H"‘H"‘H"‘m_m_m_m_m‘
miz--> 80 100 120 140 160
Abundance #15590.Tm0phane,propyL
87.0
5000
41.0 130.0
L O
m/z--> 20 40 0 80 100 120 140 160

8270-BF081821.M Tue Sep 07 01:43:56 2021

056247-53-1 72
000815-66-7 64
001551-34-4 64
001551-32-2 59
000505-22-6 47

m/z 87.00 100.00%

-

8.20 8.40 8.60 8.80
m/z 41.00 23.14%

%

8.20 8.40 8.60 8.80
m/z 130.05 21.58%

A ]
LN LA L L I L B L

8.20 8.40 8.60 8.80
m/z 43.00  18.22%

3

8.20 8.40 8.60 8.80
m/z 100.95 16.46%

-

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 9 1-Butene, 1-(methylthio)-, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.598 2.12 ng 88879 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 1-(methylthio)-, (E)- 102 C5H1eS 017414-27-6 53
2 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 22
3 Thiophene, 2-butyltetrahydro- 144 C8H16S 001613-49-6 22
4 Pentanamide, N-ethyl- 129 C7H15NO 054007-33-9 22
5 1,3-Dioxolane, 2-(1,1-dimethylet... 144 C8H1602 006135-54-2 22

Abundance Scan 1107 (8.598 min): BF125378.D\data.ms (-1105) (-) m/z 102.00 100.00%

102.0
5000 43.0
71.0
‘ ‘ 144.1 8.20 8.40 8.60 8.80 9.00
O M il Ll sl “““‘1‘2‘4‘1‘9 T e m/z 87.00 89.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4911: 1-Butene, 1-(methylthio)-, (E)-
87.0
45.0
5000 BEEEE R R
8.20 8.40 8.60 8.80 9.00
m/z 43.00 44.65%
O\\\’Z\G‘\‘\\“‘\‘HH “‘6\\\\ \““\\“H\\\‘\\\\‘\\\\’\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #115349: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diace
87.0

43.0 8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 30.38%

?

0 15‘.0‘ ‘ L 117.0 174.0
e e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #24312: Thiophene, 2-butyltetrahydro- R R RRRERRE S
87.0 8.20 8.40 8.60 8.80 9.00
m/z 55.00 24.51%
- MVJMWW
21.0 144.0
I gse, ) e
o‘H,‘Hwmwmwuum_”w”w . R RS SRR,
m/z--> 60 80 100 120 140 160 8.20 8.40 8.60 8.80 9.00

8270-BF081821.M Tue Sep 07 01:43:56 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 10 p-Isopropenylphenol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.798 2.94 ng 123247 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Isopropenylphenol 134 C9H100 004286-23-1 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 93
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 81
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 81
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 81

Abundance Scan 1141 (8.798 min): BF125378.D\data.ms (-1137) (-) m/z 134.05 100.00%

134.1
5000 91.0

39.0 65.0 109.0 o N R B
‘ ‘ ‘ “ ‘ I H‘ ‘ 8.40 8.60 8.80 9.00 9.20
H‘H m\H\HM Il TR L X R

151.0
04 “‘““““““M‘u““u“‘ m/z 119.00  75.32%
m/z--> 20 40 0 80 100 120 140 160
Abundance #17536: p-Isopropenylpheno
134.0
5000 _\\\‘H\\‘H\\‘H\\,H

8.40 8.60 8.80 9.00 9.20
390 91.0 m/z 91.85  39.85%

. 65.0 ‘
‘\\\\“\\‘\‘\““\\\“‘\\\‘\“\“\]-]\.5\‘\\\M\‘\\\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance #17063. Benzene, 1,2,3,4-tetramethyl-
119.0

RRREE R s
8.40 8.60 8.80 9.00 9.20

o

O

5000 m/Z 133.00 22.72%
91.0
39.0 650
o M Nl N T I I
miz--> 20 40 60 80 100 120 140 160
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- Mt e
119.0 8.40 8.60 8.80 9.00 9.20

m/z 65.00 20.78%

5000
65.0 9]‘..0 ‘
0 IH——" L \W |

m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20

8270-BF081821.M Tue Sep 07 01:43:57 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 11 3',5'-Dimethoxyacetophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.686 4.32 ng 207872  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 55
2 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 55
3 2,6-Di-tert-butyl-4-hydroxy-4-me... 236 C15H2402 010396-80-2 52
4 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 50
5 Ethanone, 1-(2,5-dimethoxyphenyl)- 180 C10H1203 001201-38-3 45

Abundance Scan 1292 (9.686 min): BF125378.D\data.ms (-1288) (-) m/z 57.00 100.00%

57.0 165.1
5000 83.0
109.0 137.0
221.1 T IR
‘ ‘ ‘ | ‘193 L | 9.50 10.00
P k ll W‘! G e | Strefeee m/z 165.05  93.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54308: 3',5'-Dimethoxyacetophenone
165.0
5000 e e
137.0 9.50 10.00
430 770 1970 m/z 43.00 67.72%
150 L] )
O\\‘\‘\\\\“‘\\w\‘\\\“\\‘1‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #54727: Phenol, 3-(1,1-dimethylethyl)-4-methoxy-
165.0
—r —
9.50 10.00
m/z 41.05 48.46%
5000 137.0
107.0
410 770 | |
O e e e el b b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118681: 2,6-Di-tert-butyl-4-hydroxy-4-methylcyclohexa-: P ——
57.0 165.0 9.50 10.00
m/z 180.05 47 .60%
29.0 91.0 ‘ 103.0 2240
[o r “ : “‘ b ““h‘ “H‘ ‘M‘ “ “‘ “ ‘\“\‘H‘ w MH‘\ ANA 4hs n/\/‘m/\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00

8270-BF081821.M Tue Sep 07 01:43:58 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 12 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.963 7.05 ng 238195  Phenanthrene-die 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1679 (11.963 min): BF125378.D\data.ms (-1677) (- m/z 73.00 100.00%

43.0(|73.0
5000
——
‘ ‘ 12.00
O bl m/z 60.00 98.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
213.0 ITI/Z 57 .00 95.09%
‘ “ 171.0
0 Hw\l‘u‘“‘u”\”\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
73.
43.0 0
——
12.00
5000 129.0 ITI/Z 43.00 91.78%
171.0
‘ ‘ 214.0
o‘u_kﬂkﬂw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 55.00 83.10%
5000 W
0 T ——
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BF081821.M Tue Sep 07 01:43:59 2021 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125378.D

Acqg On : 4 Sep 2021 19:56
Operator : JU/CG

Sample : M3646-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.216 112.6 ng 4183620 1 6.898 743291 20.0
2-Hexanol 3.898 3.0 ng 111514 1 6.898 743291 20.0
2-Pentanone, 4-... 5.116 4.9 ng 181236 1 6.898 743291 20.0
unknown?7.304 7.304 2.5 ng 91751 1 6.898 743291 20.0
Ethanol, 2-(2-b... 8.086 3.4 ng 140374 2 8.181 837265 20.0
unknown8.298 8.298 6.0 ng 250418 2 8.181 837265 20.0
unknown8.369 8.369 2.3 ng 94602 2 8.181 837265 20.0
Heptanoic acid,... 8.551 5.8 ng 242321 2 8.181 837265 20.0
1-Butene, 1-(me... 8.598 2.1 ng 88879 2 8.181 837265 20.0
p-Isopropenylph... 8.798 2.9 ng 123247 2 8.181 837265 20.0
3',5"-Dimethoxy. .. 9.686 4.3 ng 207872 3 9.933 963057 20.0
n-Hexadecanoic ... 11.963 7.0 ng 238195 4 11.427 675714 20.0
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