LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

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_ P\Methods\8270E-BP110221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7849.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.493 363 375 382 rVB2 145384 324464 1.67% 0.521%
2 7.457 704 709 714 rBV 288350 449138 2.31% 0.721%
3 7.510 714 718 725 rVB 157900 232878 1.20% 0.374%
4 7.699 746 750 757 rVW 250325 425717 2.19% 0.683%
5 7.910 780 786 792 rVW 802202 1275575 6.56% 2.048%

6 9.069 977 983 992 rBV2 165410 319166 1.64% 0.512%
7 9.463 1004 1050 1054 rBV 2513909 19435665 100.00% 31.204%
8 9.851 1110 1116 1122 rBV 1570603 2376873 12.23%  3.816%
9 9.916 1122 1127 1133 rVV 1189186 1758782  9.05%  2.824%
10 10.081 1142 1155 1159 rBV 422496 1235869 6.36%  1.984%
11 10.281 1181 1189 1199 rBV5 81303 230879 1.19% ©.371%
12 10.710 1255 1262 1275 rBV ~ 938202 1768229 9.10% 2.839%
13 11.157 1332 1338 1346 rBV2 211833 380851 1.96% ©0.611%
14 11.245 1347 1353 1365 rVB2 162256 330223 1.70% ©.530%
15 11.551 1396 1405 1406 rBv4 185295 432757 2.23% ©.695%
16 11.763 1419 1441 1447 rBV 1116062 4682437 24.09% 7.518%
17 12.375 1541 1545 1550 rVB 142349 200129 1.03% 0.321%
18 12.645 1585 1591 1598 rVB3 171197 352940 1.82% ©.567%
19 12.728 1598 1605 1609 rBv4 163647 363080 1.87% ©0.583%
20 12.875 1624 1630 1636 rBV 317129 570514  2.94% 0.916%
21 12.951 1637 1643 1646 rBV3 126621 255465 1.31% 0.410%
22 13.104 1665 1669 1676 rBv4 197200 432472 2.23% 0.694%
23 13.175 1676 1681 1687 rVB 438586 661655 3.40% 1.062%
24 13.334 1700 1708 1715 rBV5 312983 807783  4.16% 1.297%
25 13.981 1812 1818 1823 rVv4 296387 550027 2.83% ©.883%
26 14.051 1826 1830 1832 rVV2 300861 425331 2.19% ©.683%
27 14.086 1833 1836 1847 rVB3 577358 1123867 5.78% 1.804%
28 14.339 1876 1879 1883 rBV 394688 589106 3.03% 0.946%
29 14.386 1885 1887 1894 rVB5 608193 979744  5.04%  1.573%
30 14.551 1907 1915 1919 rBV 1581087 2985798 15.36% 4.794%
31 14.681 1934 1937 1942 rVB2 352655 492469 2.53% 0.791%
32 14.916 1974 1977 1982 rVB2 451469 669863 3.45% 1.075%
33 15.086 2001 2006 2014 rBv4 592476 1123862 5.78% 1.804%
34 15.492 2072 2075 2083 rVB2 530170 1109501 5.71% 1.781%
35 15.969 2154 2156 2164 rVB5 406355 457116 2.35% ©.734%

36 16.210 2194 2197 2200 rBV3 474215 681441 3.51% 1.094%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

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_ P\Methods\8270E-BP110221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.310 2211 2214 2218 rVB 1330253 1726287 8.88% 2.772%
38 17.139 2352 2355 2364 rVB 1367515 2204620 11.34%  3.540%
39 17.310 2381 2384 2390 rBV 1397034 2008043 10.33%  3.224%
40 21.404 3077 3080 3086 rVB 2134856 2911923 14.98% 4.675%

41 23.845 3489 3495 3503 rVB2 1457672 2942960 15.14% 4.725%

Sum of corrected areas: 62285499
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP0O07849.D\data.ms
5000000

4000000

3000000

9.463

2000000

1000000

5.493
— A A

O\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP007849.D\data.ms

5000000
17.]1?.’»' 10

4000000 16.310 k l

3000000

210
14.551 5 oot

2000000 15492 || ||
14352686
4 3B
14.086 ] 1081
1000000 130831 kl A

o A3 17334 M
5/ 5’;’ '4‘ D4
12,318 R

.

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18,50 19.00 19.50 20.00
Abundance TIC: BP007849.D\data.ms
5000000 21.404

4000000

3000000 23.845

2000000

1000000

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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-Propanol, 1-(2-methoxy-1-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.457 7.04 ng 449138 1,4-Dichlorobenzene-d4 7.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 90
2 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 64
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 59
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 53

Abundance Scan 709 (7.457 min): BP007849.D\data.ms (-704) (-)

59.0
5000
0 J\ |, [130.0 207.8266.8324.9 400.9 475.2 549.
b e T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000
| hl} A 1 7'0
‘\\\\‘ \\\[\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-
59.0
5000
il o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000
| ‘M I

m/z 59.05 100.00%

=

7.20 7.40 7.60 7.80
m/z 45.05 49.48%

=8

7.20 7.40 7.60 7.80
m/z 103.05 39.45%

7.20 7.40 7.60 7.80
m/z 73.05 31.01%

-

7.20 7.40 7.60 7.80
m/z 41.10 23.98%

=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.699 6.67 ng 425717 1,4-Dichlorobenzene-d4 7.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecan-1-o0l... 322 C15H3405Si 1000352-09-6 78
2 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 64
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64
4 Tetraglyme 222 C1eH2205 000143-24-8 64

5 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603

Abundance Scan 750 (7.699 min): BP007849.D\data.ms (-746) (-)
59.1

5000

J\’J { . 130.0191.9 280.9 354.9 430.0488.4546.¢

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #226456: 3,6,9,12-Tetraoxatetradecan-1-ol, TBDMS deri\

o

59.0
5000
h 147.0
‘\\J\‘\lJ“ \\lL[‘l\m\\\\“]%\\1\2‘\2\1\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17322: Dipropylene glycol (isomer 2)
59.0
5000

| \h‘ I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0

5000

VIS

117888-04-7 64

m/z 59.10 100.00%

-

7.40 7.60 7.80 8.00
m/z 45.10 19.32%

-

7.40 7.60 7.80 8.00
m/z 73.05 18.64%

N

7.40 7.60 7.80 8.00
m/z 43.10 13.59%

F

7.40 7.60 7.80 8.00
m/z 41.10 11.58%

3

‘\\\\‘ \\J\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.463 219.83 ng 19435700  Naphthalene-d8 10.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 50
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 50
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45
5 Heptanoic acid, 2-ethyl- 158 CSH1802 003274-29-1 42

Abundance Scan 1050 (9.463 min): BP007849.D\data.ms (-1004) (-) m/z 73.05 100.00%
73.0

T

5000
E ERAREEEESRER
H ’ \ 9.20 9.40 9.60 9.80
obr bl [144.1 2081 2610 3561412147255321 ./, g 16  81.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 LB B B N L I
29. 9.20 9.40 9.60 9.80

m/z 41.05 31.90%

H\ L]

R R L B L B R B R R R R IR R

m/z--> 0 50 100 150 200 250 300 350 400 450 500

N

Abundance #9325: Butanoic acid, 2-methyl-, methyl ester
88.0
B AARRSEERRNSN TS
9.20 9.40 9.60 9.80
5000 ITI/Z 57.10 28.65%
29.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9193: Acetic acid, diethyl- “W“‘W“‘W“H‘AVN
88.0 9.20 9.40 9.60 9.80
m/z 55.10 23.24%
50001 27. /L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

Co.s1 26.88ng 2376870 Naphthalene-ds 16.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403
2 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203
4 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803
5 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606

Abundance Scan 1116 (9.851 min): BP007849.D\data.ms (-1110) (-)
59.0

5000
0 W‘. ,L320 207.0 280.8339.7 428.8488.8547..
R e s el b
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
54.0
5000

I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #64374: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol
59.0

5000

g 1480

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0

5000

MH. \‘1460

000106-62-7 78
132739-31-2 78
029911-28-2 78
055956-25-7 78
001191-87-3 74

m/z 59.05 100.00%

—

— T
9.50 10.00
m/z 103.05 24.94%

—

— T
9.50 10.00
m/z 43.10 18.52%

-

= —T
9.50 10.00
m/z 41.10 15.02%

-

s =
9.50 10.00
m/z 45.05 14.12%

‘\\\\’ \\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 1-Propanol, 2,2'-oxybis- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.916 19.89 ng 1758780  Naphthalene-d8 10.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 72
3 Methyl 2,5,8,11,14-pentaoxahexad... 280 C12H2407 1000366-81-5 64
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 64

Abundance Scan 1127 (9.916 min): BP007849.D\data.ms (-1122) (-) m/z 59.10 100.00%

59.1
5000
T
}H ‘132 ) 10.00
Ol L35 22082809 3551  444.2502.9  n 7 45.10  27.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 /t
10 OO

m/z 43.10 24.16%

h‘

I
‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17307: 1-Propanol, 2,2'-oxybis-

59.0

10.00
5000 m/z 103.10  23.88%

JJ‘ \M‘ I ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #172588: Methyl 2,5,8,11,14-pentaoxahexadecan-16-oat ———
59.0 10.00

m/z 41.10 17.20%

5000 117.0

| \‘ L 1 | 177.0235.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 unknownll.157

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.157 4.31 ng 380851 Naphthalene-d8 10.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 38
2 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 35
3 3-Amino-4-carbethoxypyrazole 155 C6HIN302 006994-25-8 27
4 1,3-Benzenediol, 2-nitro- 155 C6H5N04 000601-89-8 27
5 1,3,3-Trimethylcyclohex-1-ene-4-... 152 C10H160 127128-60-3 25

Abundance Scan 1338 (11.157 min): BP007849.D\data.ms (-1332) (-

109.1

5000

0 “h Al H 207.0 274.1 354.9 421.1 501.4
e A e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29313: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109.0

43.0

5000

J n] I

‘\H\’\H\‘ \\“\‘HH‘HH‘\H\‘H\\‘HH‘HH‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29309: 1-(1,2,3-Trimethyl-cyclopent-2-enyl)-ethanone
109.0

5000

43.0
| \J‘ L nl u

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #32462: 3-Amino-4-carbethoxypyrazole
109.0

5000

“@p

m/z 43.05 100.00%

-

— —
11.00 11.50
m/z 109.05 70.16%

%

11.00 11.50
m/z 81.10 58.29%

-

11.00 11.50
m/z 107.05 35.72%

—

11.00 11.50
m/z 137.00 34.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Nov 2021 15:47
: CG/JU
: M4434-13 10X

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
BP007849.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Benzoic acid, 3-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.551 4.89 ng 432757  Naphthalene-d8 10.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 96
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 87
3 Benzeneacetic acid 136 C8H802 000103-82-2 70
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 62
5 Benzene, (2-methoxyethyl)- 136 C9H120 003558-60-9 59

Abundance Scan 1405 (11.551 min): BPO07849.D\data.ms (-1396) (-~ m/z 91.05 100.00%

5000

o

91.0

S

\ \
11.50

MMMHJ“l 59.0221.0281.1 353.0415.1 498.3 m/z 136.00 62.58%

o
m/z--> 0
Abundance

5000

27

. |
\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

50 100 150 200 250 300 350 400 450 500 550

#18706: Benzoic acid, 3-methyl-
91.0

-

A

\ \
11.50

m/z 119.00 37.77%
) IJ )

‘ TT
m/z--> 0
Abundance

5000

27

0.

50 100 150 200 250 300 350 400 450 500 550

#18697: Benzoic acid, 4-methyl-
91.0

-

\ \
11.50

m/z 65.10  19.36%

o
m/z--> 0
Abundance

5000

\\’\\\ ‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

50 100 150 200 250 300 350 400 450 500 550

#18695: Benzeneacetic acid A~*J¥ ‘ ‘
91.0 11.50

m/z 92.05 15.25%

%

-

WJ

-
m/z--> 0

50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BP110221.M Tue Nov @9 15:56:04 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 8 Benzoic acid, 4-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.763 52.96 ng 4682440 Naphthalene-d8 10.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 91
3 Benzeneacetic acid 136 C8H802 000103-82-2 64
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 52

5 Ethanone, 2,2-dichloro-1-(4-meth... 202 C9H8C120

Abundance Scan 1441 (11.763 min): BP007849.D\data.ms (-1419) (-
91.0

5000
ol lu A’ Vo 148.9207.8 272.1 340.6 418.4477.9536.1
e kA A e S S T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18704: Benzoic acid, 4-methyl-
91.0
5000

70 A’

‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18700: Benzoic acid, 3-methyl-

136.0

5000

65.0
l\lldl o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #18696: Benzeneacetic acid
91.0

5000

004974-59-8 52

m/z 91.05 100.00%

—

11.50 12.00
m/z 136.00  65.70%

-

‘ —
11.50 12.00
m/z 119.05 57.89%

—

‘ —
11.50 12.00
m/z 65.05 21.73%

-

11.50 12.00
m/z 92.05 14.62%

L
LA B B B L B O B B AR O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP110221.M Tue Nov @9 15:56:04 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Benzoic acid, 3,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.875 3.82 ng 570514  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 96
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 94
3 m-Tolylacetic acid 150 C9H1002 000621-36-3 83
4 2-Carbamoyl-3,5-dimethylpyridine 150 C8H1ON20 007584-15-8 70
5 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 68

Abundance Scan 1630 (12.875 min): BP007849.D\data.ms (-1624) (- m/z 105.10 100.00%

106.1
5000
= —
h 12.50 13.00
owlﬂw‘“w b i 71 266,9326.9384.7443.1 507.5  ;m/7 150.05  85.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
5000 = ==
12.50 13.00
m/z 91.10 42.95%
39. ‘ ‘
! \\I A

J

] Hrwur\ LN R N R R R R RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0

-

12.50 13.00
5000 m/z 77.05 31.50%

39.0

il ‘J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3

Abundance #28276: m-Tolylacetic acid
105.0 12.50 13.00
m/z 133.05 30.78%
) MMW\
39.0
_u‘w‘t"‘hH‘HH_m‘w‘mmWw_m_m_ e i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP110221.M Tue Nov 09 15:56:05 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Benzoic acid, 3,4-dimethyl-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.334 5.41 ng 807783  Acenaphthene-di10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 97
2 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 93
3 p-Tolylacetic acid 150 C9H1002 000622-47-9 70
4 m-Tolylacetic acid 150 C9H1e02 000621-36-3 70

5 Benzeneacetic acid, .alpha.-meth... 150 C9H1002

Abundance Scan 1708 (13.334 min): BP007849.D\data.ms (-1700) (-
105.1

5000
39.1 193.1
o ‘unJ‘\wulmww» W), 28293411 4210 sose
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
5000

9|

‘\\\T‘\\TV‘\W‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28338: Benzoic acid, 3,5-dimethyl-

150.0

5000 91.0

279, .h 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #28275: p-Tolylacetic acid
105.0

5000

39.0 M

Ly

007782-24-3 60

m/z 105.05 100.00%

-

o ‘ ‘
13.00 13.50
m/z 150.05 76.29%

N

= : ‘
13.00 13.50
m/z 91.10 39.85%

3

— ‘ ‘
13.00 13.50
m/z 77.10 31.52%

3

— —
13.00 13.50
m/z 133.05 28.94%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP110221.M Tue Nov @9 15:56:06 2021

N

o : ‘
13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 11 unknownl4.086

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.086 7.53 ng 1123870  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Furane-2-carboxylic acid, 5-(1,2... 193 C8H7N303

2 (2R)-[(4-chlorobenzyl)amino]-1-b... 213 C11H16C1NO

3 2(1H)-Pyrimidinone, 4-amino-5-me... 125 C5H7N30

299921-24-7 38
070218-66-5 35
000554-01-8 30

4 3-tert-Butyl-2-pyrazolin-5-one 140 C7H12N20 029211-68-5 27
5 4N-Methylcytosine 125 C5H7N30 006220-47-9 27
Abundance Scan 1836 (14.086 min): BP007849.D\data.ms (-1833) (- m/z 57.10 100.00%
57.1
125.0
5000
182.1
T \
‘\ ‘ 14.00
o bdbkbddlLd)] 2438 3409 4150 4910548 ., 155,00 78.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68241: Furane-2-carboxylic acid, 5-(1,2,4-triazol-1-ylmer
125.0
5000 et ‘
193.0 14.00
m/z 167.10 61.11%
40.0 \
\\J!N}lu\‘g\l\“"\\h\‘\tl\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90733: (2R)-[(4-chlorobenzyl)amino]-1-butanol
125.0
e
14.00
5000 m/z 41.10 43.90%
182.0
6%0‘
rreprr b e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12284: 2(1H)-Pyrimidinone, 4-amino-5-methyl- —— ‘
125.0 14.00
m/z 43.10 33.76%
5000
55T
‘W“‘l, .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

8270E-BP110221.M Tue Nov @9 15:56:07 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 unknownl14.339 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.339 3.95 ng 589106  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 27
2 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 27
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 22
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 22
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 18

Abundance Scan 1879 (14.339 min): BP007849.D\data.ms (-1876) (- m/z 57.10 100.00%
57.1

2

5000
183.1 — ——
\ H121-1 ‘ 14.00 14.50
obb L Ly | 283 354941514759 5434 0 4319 29.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 — —
14.00 14.50
m/z 41.10 23.83%
‘ ‘ 1 169.0
[ 0

|

m/z--> 0 50 100 150 200 250 300 350 400 450 500

F

Abundance #45521: Heptane, 2,2,4,6,6-pentamethyl-
57.0
— —
14.00 14.50
5000 ITI/Z 183.05 20.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14560: Heptane, 2,5-dimethyl- — et
57.0 14.00 14.50
m/z 85.10 13.60%
- /JJ\WJ\“/M
H\ﬂﬂZSO““ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

8270E-BP110221.M Tue Nov @9 15:56:07 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.386 6.56 ng 979744  Acenaphthene-di1e 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 89
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
3 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 22
4 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 16
5 Benzonitrile, 2-(4-methylphenyl)- 193 C14H11N 114772-53-1 11

Abundance Scan 1887 (14.386 min): BP007849.D\data.ms (-1885) (- m/z 193.20 100.00%

198.2
5000, 691
= T
q 14.00 14.50
ob ALILIATQ o | | 2834 3559414247245205 " g9 1 47.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 — —
55. 14.00 14.50
m/z 97.10 43.42%
\\\“\}1“\\“‘1\‘\‘\‘L\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
— —
14.00 14.50
50001 55.0 m/z 81.10 42.20%
i
WLMNMLM@MVHW‘_‘H‘H“_‘H“H‘_“W‘H“H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202174: 2-Diethylamino-4-phenylthiooct-2-ene nitrile P :
193.0 14.00 14.50
m/z 109.10 41.25%
5000
43.0 109.0
Al ) so20
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP110221.M Tue Nov @9 15:56:11 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 14 unknownl14.916 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.916 4.49 ng 669863  Acenaphthene-di10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,5-Dihydro-2H-1,4-benzoxazepin-... 163 C9H9ONO2 034844-80-9 43
2 Terephthalic acid, methyl 2,3,4-... 310 C15H9F304 1000415-79-8 38
3 Octadecyltriethoxysilane 416 C24H5203Si 007399-00-0 38
4 Pyrido[2,3-d]pyridazine-5(6H)-th... 163 C7H5N3S 015370-85-1 35
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 35

Abundance Scan 1977 (14.916 min): BP007849.D\data.ms (-1974) (- m/z 163.00 100.00%
168.0

-

5000
91.1
—r
I \h }\ "“\ H | [222.1280.9341.1401.0459.6 522.0 1500
O b B P AR 2 e m/z 160.00 57.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #39101: 4,5-Dihydro-2H-1,4-benzoxazepin-3-one
168.0
91.0
5000 L
28.0 15.00

m/z 119.10  30.55%

\MMJ’M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211372: Terephthalic acid, methyl 2,3,4-trifluorophenyl e

3

163.0
—
15.00
5000 m/z 91.10 28.67%
104.0
BT e N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #311454: Octadecyltriethoxysilane T
163.0 15.00
m/z 77.05 17.82%
5000
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00

8270E-BP110221.M Tue Nov 09 15:56:12 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 unknownl5.086 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.086 7.53 ng 1123860  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 43
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 42
3 2-Methyltetracosane 352 C25H52 001560-78-7 38
4 Hexadecane 226 Cl6H34 000544-76-3 38
5 Octacosane 394 C28H58 000630-02-4 38
Abundance Scan 2006 (15.086 min): BP007849.D\data.ms (-2001) (-] 57.10 100.00%
57.1
133.1
5000
il .
o ikl 268.1 355.1414.3 488.8549. 71.10 82.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000
1500
m/z 43.10 80.63%
1.0
W}W‘Ekflj11gl7-026llo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107222: Tridecane, 6-propyl-
43.0
T \
15.00
5000 m/z 41.10 66.20%
126. 0183 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262014: 2-Methyltetracosane ——
57.0 15.00
m/z 55.10 64.77%
5000
127
g2 1m0 soc -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00

8270E-BP110221.M Tue Nov @9 15:56:13 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 16 Hydratropamide, .alpha.-met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.492 7.43 ng 1109500  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydratropamide, .alpha.-methyl- 163 C10H13NO 000826-54-0 72
2 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 53
3 1-Tyrophanamide 180 C9H12N202 1000131-25-3 53
4 Dimethyl phthalate 194 C1eH1004 000131-11-3 50
5 2,3-Dihydro-4-methoxyindole-2-one 163 C9H9ONO2 007699-17-4 50

Abundance Scan 2075 (15.492 min): BP0O07849.D\data.ms (-2072) (-

m/z 163.00 100.00%

163.0
5000
77.1 RN
‘ 1 l | - 15.50
ol gkl ). 22032810 35614136 47685364 ./, 77 19  16.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38660: Hydratropamide, .alpha.-methyl-
163.0
5000 L
910 15.50
' m/z 119.10  14.25%
1“'""“”“”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82700: 1,4-Methanophthalazine, 1,4,4a,5,6,7,8,8a-octat
163.0
—
15.50
5000 ITI/Z 91.05 12.86%
1.0 107.0
LH“MUMJ‘J,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55509: |-Tyrophanamide T
163.0 15.50
m/z 147.05 11.21%
5000 107.0
44.0
A —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP@@7849.D

Acqg On : 04 Nov 2021 15:47

Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 17 unknownl5.969 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.969 4.55 ng 457116  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Isophthalic acid, ethyl 2-isopro... 328 C19H2005 1000344-42-5 38
2 Acetamide, N-benzyl-2-(2,3-dihyd... 325 C18H19N30S 1000276-37-7 38
3 Terephthalic acid, 4-bromophenyl... 348 C16H13Bro04 1000323-67-6 38
4 4-Propylbenzaldehyde diethyl acetal 222 C14H2202 089557-35-7 38

5 2-Fluoro-6-(trifluoromethyl)benz... 264 C13H16F40 1000394-76-0 38

Abundance Scan 2156 (15.969 min): BP007849.D\data.ms (-2154) (- m/z 177.10 100.00%
177.1

8270E-BP110221.M Tue Nov @9 15:56:14 2021

s
5000
43.1
—
}H ﬂ?40 16.00
o Alllidy 1, 2362 3410 4191 488.9548. [/, 174 19 56.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234147: Isophthalic acid, ethyl 2-isopropoxyphenyl estel
177.0
5000 I
16.00
m/z 43.10 31.22%
43,0 1080 | 283.0
\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #230289: Acetamide, N-benzyl-2-(2,3-dihydro-2-methyl-5
177.0
—r
16.00
5000 ITI/Z 55.10 19.71%
1 JLﬂbx/xAﬁﬂﬁﬁﬂ/fo
340 1 | . | 2350 3250
A AR SEamas R RARRREE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257119: Terephthalic acid, 4-bromophenyl ethyl ester P
177.0 16.00
m/z 175.10 18.25%
290 110 3050
R R AR R R AR LR R R RRRA RARRRRRRRRARRRE —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 unknownl6.210 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.210 6.79 ng 681441  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methoxy-2-methyl-1,2,3,4-tetra... 177 C11H15NO 054893-23-1 38
2 trans-.beta.-Ionone 192 C13H200 000079-77-6 30
3 1,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 30
4 Propanamide, 3-phenyl-N-ethyl- 177 C11H15NO 1000407-14-7 27
5 6-Fluoro-4-hydroxy-2-methylquino... 177 C10OH8FNO 015912-68-2 27
Abundance Scan 2197 (16.210 min): BPO07849.D\data.ms (-2194) (- m/z 177.10 100.00%
177.1
5000
105.1
43.1
260 1 1600 1650
0 g 2023179 871 AT8A SIS n/z 174.05  77.40%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #51918: 7-Methoxy-2-methyl-1,2,3,4-tetrahydroisoquinolil
177.0
5000
1600 1650
m/z 105.10 32.46%
420 1170
\\\\h‘\\\'\‘“'l\‘"\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66864: trans-.beta.-lonone
177.0
—— —
43.0 16.00 16.50
5000 m/z 77.10 31.78%
Wil
HWHW‘Jﬂmﬁﬂm‘u‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66989: 1,3,5,7-Tetramethyl-adamantane —— ——
177.0 16.00 16.50
m/z 133.05 26.64%
5000
1070
YT O A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
16.310 17.19 ng 1726290  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 68
3 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64
4 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 58

5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

Abundance Scan 2214 (16.310 min): BP007849.D\data.ms (-2211) (-
57.1

5000

1p7.1
| \ﬁ}u 1,215.2 282.1 354.7 426.3 490.1549..

L, ‘

‘\\\\’\\\\‘\\\\‘\\\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane

o

57.0

5000

L) 2270 197.0 267.0 380.0

‘H‘H’H‘H‘\\H“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22107: Octane, 2,6-dimethyl-

57.0
5000

”yth ﬁ420

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester
57.0

5000

L ﬂ;s.olS&o

Concentration Rank 6

000638-36-8 58

m/z 57.10 100.00%

r

— ‘ ‘
16.00 16.50
m/z 71.10  85.19%

=

— ‘ ‘
16.00 16.50
m/z 43.10 54.62%

2

— —
16.00 16.50
m/z 85.10 33.95%

3

— ‘ ‘
16.00 16.50
m/z 41.10 25.14%

F

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 20 Hexadecane, 2,6,10,14-tetra...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.139 21.96 ng 2204620  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

2 2-Bromotetradecane 276 C14H29Br
3 Heneicosane 296 C21H44
4 Heptadecane, 9-octyl- 352 C25H52
5 Hexacosane 366 C26H54

Abundance Scan 2355 (17.139 min): BP007849.D\data.ms (-2352) (-
57.1

5000

1 ﬂ L 1972 5808 356.2 429.0488.6549.

il \HW\H\‘H\ RARERREE S R SRS R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

o

5000

‘\\J‘\%’\J!‘WII‘“‘\‘J\\l“\\]-\?z\(\)\\z‘e\?\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168307: 2-Bromotetradecane
57.0
5000
7.0
197.0
\Wﬂ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0
5000

\‘ 1) .% ‘0 197.0  296.0

000638-36-8 91
074036-95-6 91
000629-94-7 91
007225-64-1 90
000630-01-3 86

m/z 57.10 100.00%

2

17.00 17.50
m/z 71.10  83.50%

%

17.00 17.50
m/z 85.10 51.31%

2

17.00 17.50
m/z 43.10 46.93%

3

17.00 17.50
m/z 41.10 29.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7849.D

Acqg On : 04 Nov 2021 15:47
Operator : CG/JU

Sample : M4434-13 10X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP1160221.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-Propanol, 1-(... 7.457 7.9 ng 449138 1 7.910 1275580 20.0
3,6,9,12-Tetrao... 7.699 6.7 ng 425717 1 7.910 1275580 20.0
Hexanoic acid, ... 9.463 219.8 ng 19435700 2 10.716 1768230 20.0
1-Propanol, 2-(... 9.851 26.9 ng 2376870 2 10.716 1768230 20.0
1-Propanol, 2,2... 9.916 19.9 ng 1758780 2 10.716 1768230 20.0
unknownl11.157 11.157 4.3 ng 380851 2 10.716 1768230 20.0
Benzoic acid, 3 11.551 4.9 ng 432757 2 10.716 1768230 20.0
Benzoic acid, 4 11.763 53.0 ng 4682440 2 10.716 1768230 20.0
Benzoic acid, 3 12.875 3.8 ng 570514 3 14.551 2985800 20.0
Benzoic acid, 3... 13.334 5.4 ng 807783 3 14.551 2985800 20.0
unknown14.086 14.086 7.5 ng 1123870 3 14.551 2985800 20.0
unknown14.339 14.339 4.0 ng 589106 3 14.551 2985800 20.0
Decahydro-1,1,4... 14.386 6.6 ng 979744 3 14.551 2985800 20.0
unknown14.916 14.916 4.5 ng 669863 3 14.551 2985800 20.0
unknown15.086 15.086 7.5 ng 1123860 3 14.551 2985800 20.0
Hydratropamide,... 15.492 7.4 ng 1109500 3 14.551 2985800 20.0
unknown15.969 15.969 4.5 ng 457116 4 17.310 2008040 20.0
unknownl6.210 16.210 6.8 ng 681441 4 17.310 2008040 20.0
Heptacosane 16.310 17.2 ng 1726290 4 17.310 2008040 20.0
Hexadecane, 2,6... 17.139 22.0 ng 2204620 4 17.310 2008040 20.0
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