LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126684.D

Acqg On : 26 Jan 2022 14:16

Operator : CG/JU

Sample : N1267-19 :

Misc : 2ND-3RD-FLOOR-WALLS-1

ALS vial : 7 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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126684.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.299 28 36 48 rvB 318291 413913 11.79% 1.703%
2 2.405 48 54 61 rBv2 18627 36171 1.03% 0.149%
3 5.575 588 593 596 rBV 3010893 2887787 82.29% 11.885%
4 6.569 756 762 765 rBV 2949387 3013271 85.86% 12.401%
5 6.869 810 813 821 rVB 38277 36928 1.05% ©.152%
6 6.951 824 827 831 rBV 840964 752014 21.43% 3.095%
7 7.516 918 923 926 rBV 2144244 1993973 56.82% 8.206%
8 7.687 949 952 955 rVB 42350 35638 1.02% 0.147%
9 8.128 1024 1027 1037 rBV 114132 141325 4.03% 0.582%
10 8.234 1041 1045 1049 rVB 1056508 978318 27.88% 4.026%
11 8.816 1141 1144 1148 rVB 52493 42325 1.21% ©.174%
12 9.187 1203 1207 1216 rBV 254613 371807 10.59% 1.530%
13 9.310 1222 1228 1232 rBV 3416323 3509400 100.00% 14.443%
14  9.387 1238 1241 1243 rBV 59893 51265 1.46% 0.211%
15 9.739 1297 1301 1307 rVB 167451 150486 4.29% 0.619%
16 9.804 1307 1312 1320 rVB3 33281 46373 1.32% 0.191%
17 9.916 1327 1331 1335 rBV3 40808 39845 1.14% 0.164%
18 9.992 1340 1344 1348 rVB 1226485 1133962 32.31% 4.667%
19 10.392 1408 1412 1414 rBV 48911 43163 1.23% 0.178%
20 10.786 1474 1479 1482 rBV 2222041 1958121 55.80% 8.059%
21 11.486 1594 1598 1602 rBV 1366003 1155538 32.93% 4.756%
22 11.998 1680 1685 1688 rBV 73835 69383 1.98% 0.286%
23 12.786 1816 1819 1826 rBV5 38781 54019 1.54% 0.222%
24 13.080 1864 1869 1872 rBV 3673626 3238668 92.29% 13.329%
25 13.927 2007 2013 2016 rBV 34119 52198 1.49% 0.215%
26 13.998 2016 2025 2032 rVV3 216502 476779 13.59% 1.962%
27 14.133 2045 2048 2052 rVB 850257 726947 20.71%  2.992%
28 14.227 2060 2064 2069 rBV 39947 40904 1.17% 0.168%
29 14.921 2176 2182 2185 rBV 44344 63120 1.80% 0.260%
30 14.998 2192 2195 2202 rVB 44928 51819 1.48% 0.213%
31 15.280 2239 2243 2249 rBV3 35540 46382 1.32% ©0.191%
32 15.657 2302 2307 2316 rVB 503701 650729 18.54% 2.678%
33 16.698 2478 2484 2489 rBV5 18226 35689 1.02% 0.147%

Sum of corrected areas: 24298260
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 Jan 2022 14:16
: CG/IU
¢ N1267-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
BF126684.D

2ND-3RD-FLOOR-WALLS-1

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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\BF012622\

Data File : BF126684.D

Acqg On : 26 Jan 2022 14:16

Operator : CG/JU

Sample : N1267-19 :

Misc . 2ND-3RD-FLOOR-WALLS-1

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.299 11.01 ng 413913  1,4-Dichlorobenzene-d4 6.957
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 3-Methoxy-3-methylbutyl acetate 160 C8H1603 1010430-01-2 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
Abundance  Scan 36 (2.299 min): BF126684.D\data.ms (-28) (-) m/z 73.10 100.00%
73.1
5000
43.0 87.1
B A B
‘ %91 ‘ 220 2.40 2.60
Ol 22 m/z 43.05  27.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 I
220 240 2.60
43.0 9
‘ 87.0 m/z 87.10 24.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
220 240 2.60
5000 41.0 55.0 ITI z 55.00 20.74%
27.0
0 11, ‘ ‘ 112.0 129.0
H“‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 \
Abundance #36679: 3-Methoxy-3-methylbutyl acetate B B
73.0 220 240 2.60
m/z 71.10 11.91%
5000
43.0
15.0 ‘ ‘
0‘W‘MW‘Hw_Huum‘wﬂuw‘miJH‘H\WH‘WH‘W‘HW‘H‘_H‘ B e e B A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\

Data File : BF126684.D

Acqg On : 26 Jan 2022 14:16

Operator : CG/JU

Sample : N1267-19 :

Misc . 2ND-3RD-FLOOR-WALLS-1

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.128 2.89 ng 141325 Naphthalene-d8 8.234
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 1-(2-butoxyethoxy)-
2 Ethanol, 2-(2-butoxyethoxy)-

162 C8H1803
162 C8H1803

3 Ethylene glycol monoisobutyl ether 118 C6H1402

4 Ethanol, 2-[2-(2-methylpropoxy)e...
5 Methoxyacetic acid, 2-butyl ester

162 C8H1803
146 C7H1403

Abundance Scan 1027 (8.128 min): BF126684.D\data.ms (-1024) (-)

054446-78-5 90
000112-34-5 90
004439-24-1 64
018912-80-6 64
070159-90-9 50

m/z 57.05 100.00%

57.0
5000
75.0 R RRRRE e R RRRTay
300 ‘ a1 7.80 8.00 8.20 8.40
0 m_mu‘lwmwu Al ; At m/z 45.00 87.62%
miz--> 20 40 60 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 L L L L IR L L |
7.80 8.00 8.20 8.40
29.0 75.0 m/z 41.10 36.56%
100.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
7.80 8.00 8.20 8.40
5000 m/z 75.00 23.16%
29.0 75.0
| | ‘ U0 1m0
O
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether A‘ T e
57.0 7.80 8.00 8.20 8.40
m/z 87.10 15.40%
5000
29.0 75.0
0 e — S |1 W —
m/z--> 20 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126684.D

Acqg On : 26 Jan 2022 14:16
Operator : CG/JU

Sample : N1267-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

2ND-3RD-FLOOR-WALLS-1

BF011822.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2,2,4-Trimethyl-1,3-pentane...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5187  6.56ng 371807 Acenaphthene-die 5.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 CleH3004 006846-56-0 59

2 Butanoic acid, 1-methyloctyl ester 214 C13H2602
3 Butanoic acid, 1-methylpropyl ester 144 C8H1602
4 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15NO03

5 Oxirane, pentyl- 114 C7H140
Abundance Scan 1207 (9.187 min): BF126684.D\data.ms (-1203) (-)
71.0
43.0
5000
98.1
Lyl 1431 173.1
Ottt ul\ s
ARRRUARARERN r AR AR AR SRR BB

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate

069727-42-0 53
000819-97-6 53
059906-54-6 38
005063-65-0 38

m/z 71.05 100.00%

L

8.80 9.00 9.20 9.40 9.60
m/z 43.05 56.49%

71.0
43.0
5000 [T T T[T T T[Tt
8.80 9.00 9.20 9.40 9.60
m/z 83.05 28.44%
O\‘\‘\M\\"\\\‘!“\\‘U\“\\‘9\?’-\0\‘\\‘\\\]-\4‘\3\\0\‘]\-\7\:3\‘0\]\_\9\8‘\0\\\‘\\\2\4{\3\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92141: Butanoic acid, 1-methyloctyl ester
71.0
A‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 43.0 m/z 56.10 25.67%
‘ H 115.0
o""",‘H“"‘1““‘!M“J‘,"“"“u""‘H_ww_www
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24209: Butanoic acid, 1-methylpropyl ester e R e
71.0 8.80 9.00 9.20 9.40 9.60
m/z 89.10 17.40%
5000 43.0
L] s
o"H",uu‘_‘1"H",‘H‘_‘H‘w‘wwwwwwm

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126684.D

Acqg On : 26 Jan 2022 14:16

Operator : CG/JU

Sample : N1267-19 :

Misc : 2ND-3RD-FLOOR-WALLS-1

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 2,6-Di-tert-butyl-4-hydroxy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.739 2.65 ng 150486  Acenaphthene-die 9.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Di-tert-butyl-4-hydroxy-4-me... 236 C15H2402 010396-80-2 87
2 Ethanone, 1-(2,5-dimethoxyphenyl)- 180 C10H1203 001201-38-3 55
3 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 53

4 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 52

5 Ethanone, 1-(3,4-dimethoxyphenyl)- 180 C10H1203 001131-62-0 49

Abundance Scan 1301 (9.739 min): BF126684.D\data.ms (-1297) (-) m/z 165.10 100.00%

57.0 165.1
5000
137.1
91.0 221.2 — e
‘ ‘ ‘ 93.2 ‘ ( 9.50 10.00
0 m,w‘i m“u‘ ‘HH‘M u“mMHM‘w“lww““\ wh, ““uJn_H‘w‘m;m‘_“2‘?5” m/z 57.85 89.08%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #118681: 2,6-Di-tert-butyl-4-hydroxy-4-methylcyclohexa-:
57.0 165.0
e e

5000
137.0 9.50 10.00
29.0 91.0 ‘ 93.0221.0 m/z 180.10 48.58%
O \\\’\\‘\ \“ T \‘\h \‘“\ \M“\ \‘\‘\ "\M\H\‘\“‘!‘l”\‘\h‘ \‘\“\‘\‘ ““\ \‘\““\ T \‘\ ‘ \ T "\ TT 1 ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100120140 160 180200220240 260
Abundance #54367: Ethanone, 1-(2,5-dimethoxyphenyl)-
165.0
— —r
9.50 10.00
5000 m/z 43.00 41.21%

430 77,0 107.0
15.0 H ‘ 137.
Hu,wm bt b Au,m\_‘H_mwW,WW‘
m/z--> 20 40 60 80 100120140 160180 200 220 240 260
Abundance #54688: 3-tert-Butyl-4-h i ‘

0
droxyanisole T 7

165.0 9.50 10.00
137.0 m/z 40.95 38.79%
) M

91.0
530
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126684.D

Acqg On : 26 Jan 2022 14:16

Operator : CG/JU

Sample : N1267-19 :

Misc : 2ND-3RD-FLOOR-WALLS-1

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Benzoic acid, 2-(3-nitrophe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.998 13.12 ng 476779  Chrysene-d12 14.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 59
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 59
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 59
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 50

Abundance Scan 2025 (13.998 min): BF126684.D\data.ms (-2016) (1  m/z 105.00 100.00%

105.0
149.0
5000

| \H H\ n 248.2 1400

0 M“MH b 5+ m/z 149.00  61.35%

miz--> 50 100 150 200 250 300

Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester

149.0
105.0
5000

14 00

m/z 77.00 49.73%

51.0
O T T T “ T T \ \ “ T \‘ T T l T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0

105.0 14 00
NG 1060 239.0
e e e e B R
miz--> 50 100 150 200 250 300
Abundance #216952: Diethylene glycol dibenzoate
105.0 14 00
149.0

m/z 69.05 16.25%

5000
51.0
L 207.0239.0 283. o

(R S S RN i /S
miz--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012622\
Data File : BF126684.D

Acqg On : 26 Jan 2022 14:16

Operator : CG/JU

Sample : N1267-19 :

Misc : 2ND-3RD-FLOOR-WALLS-1

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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... 2.299 11.0 ng 413913 1 6.957 752014 20.0
Ethanol, 1-(2-b... 8.128 2.9 ng 141325 2 8.234 978318 20.0
2,2,4-Trimethyl... 9.187 6.6 ng 371807 3 9.998 1133960 20.0
2,6-Di-tert-but... 9.739 2.6 ng 150486 3 9.998 1133960 20.0
Benzoic acid, 2... 13.998 13.1 ng 476779 5 14.133 726947 20.0
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