LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125376.D

Acqg On : 4 Sep 2021 18:53

Operator : JU/CG

Sample : M3648-01 :

Misc : 20211052-SI-COMPOSITE-1

ALS Vvial : 18 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: BF125376.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.205 12 20 35 rVB 1247253 1738184 54.58% 7.106%
2 5.522 579 584 587 rBV 3317755 3072807 96.49% 12.561%
3 6.528 750 755 758 rBV 2999175 2996896 94.11% 12.251%
4 6.898 814 818 821 rBV 1059223 847462 26.61%  3.464%
5 7.457 909 913 916 rBV 2108577 1929067 60.58% 7.886%

6 8.087 1016 1020 1032 rBV 64115 140489 4.41% 0.574%
7 8.181 1032 1036 1043 rVV 1168680 1069408 33.58% 4.372%
8 9.251 1214 1218 1229 rBV 3244527 3184491 100.00% 13.018%
9 9.933 1330 1334 1338 rBV 1293648 1109014 34.83% 4.534%
10 10.722 1464 1468 1479 rBV 2006500 1917743 60.22%  7.840%

11 11.422 1583 1587 1594 rBV 1178169 1065643 33.46%
12 11.939 1671 1675 1680 rBV5 49151 67492 2.12%
13 12.639 1790 1794 1797 rBV 123086 109173 3.43%
14 12.869 1827 1833 1836 rBV2 100990 119642 3.76%

[SECECICREN
N
IS
o
X

15 13.004 1852 1856 1860 rBV 2708746 2452556 77.02% 10.026%
16 13.192 1881 1888 1891 rVB3 34625 43948 1.38% 0.180%
17 13.480 1934 1937 1941 rBV 41790 42242 1.33% 0.173%
18 13.927 2010 2013 2028 rBV4 65169 156393 4.91% 0.639%
19 14.063 2032 2036 2039 rBV 898865 820038 25.75% 3.352%
20 15.115 2211 2215 2219 rBV 93586 143746 4.51% 0.588%
21 15.180 2223 2226 2230 rVB2 38169 42600 1.34% 0.174%
22 15.427 2264 2268 2275 rVB 46972 62291 1.96% 0.255%
23 15.492 2275 2279 2284 rVV 57433 80932 2.54% 0.331%
24 15.557 2285 2290 2302 rVB2 726384 1010563 31.73% 4.131%
25 16.015 2364 2368 2374 rVB2 43964 62791 1.97% 0.257%
26 16.533 2451 2456 2463 rVB4 36643 68969 2.17% 0.282%
27 17.057 2541 2545 2550 rBvV4 22811 41234 1.29% 0.169%
28 17.145 2554 2560 2564 rVB3 34901 66476 2.09% 0.272%
Sum of corrected areas: 24462290
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125376.D

Acqg On : 4 Sep 2021 18:53

Operator : JU/CG

Sample : M3648-01 :

Misc : 20211052-SI-COMPOSITE-1

ALS vial : 18 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

Abundance TIC: BF125376.D\data.ms
5.522
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2500000
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Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF125376.D\data.ms
9.251

3000000
13.004

2500000

2000000 10.722

1500000
8.181 9.933 11.422

1000000

500000

. 8.08 JLR» k\A 11.939 12f332jf% 13.192
A A S

\
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF125376.D\data.ms

3000000
2500000
2000000
1500000
1000000 14.063

15.557

500000

13.480  13.92 154430158292 Mss 17105745

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125376.D

Acqg On : 4 Sep 2021 18:53

Operator : JU/CG

Sample : M3648-01 :

Misc : 20211052-SI-COMPOSITE-1

ALS vial : 18 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
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.205 41.02 ng 1738180 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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
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 20 (2.205 min): BF125376.D\data.ms (-12) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0
87.1 T ‘ L ‘ L ‘ L
‘ ‘ 220 240 2.60
0 H‘HH‘HH_H‘W‘Wuw‘wi‘m”_ww_w m/z 43.00  43.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B
43.0 2.20 2.40 2.60
Y 55.0 87.0 m/z 55.00 34.41%
29.0 ‘
O\\‘\\\\‘\\\”“\\\\"‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
40 g, 87.0 220 240 260
5000 ' m/z 87.10 25.56%
29.0
150 M\ ‘ ‘ \ \H
O e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl- T

73.0 220 240 260
m/z 41.00 13.77%

5000 55.0
43.0
27.0
0 15.0 [1] | ‘ ‘ 1 [l 85.0 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 2.60
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Library Search Compound Report

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

Data File : BF125376.D

Acqg On 4 Sep 2021 18:53

Operator : JU/CG

Sample : M3648-01 :

Misc . 20211052-SI-COMPOSITE-1

ALS vial : 18 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
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Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
s.087  2.63ng 140489 Naphthalene-ds 5.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 83

2 Ethanol, 2-[2-(2-methylpropoxy)e... 162

C8H1803

018912-80-6 64

3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 59
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53

Abundance Scan 1020 (8.087 min): BF125376.D\data.ms (-1016) (-)
45.

m/z 45.00 100.00%

0
5000
870 e
‘ ‘ 71_? ‘- 7.80 8.00 8.20 8.40
okl L m/z 57.00  99.71%
miz--> 200 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 29.0
7.80 8.00 8.20 8.40
75.0 m/z 41.00 32.06%
100.0
O T ?‘\34\()“ ‘\‘ T " ‘H‘\ \‘!‘HH\ \‘1‘ ‘\“ \“}‘\ T “\ L ‘ \1\3i2.\0‘ L
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
7.80 8.00 8.20 8.40
5000 ITI/Z 56.10 21.61%
89.0
29.0
73
ol Ll 0 | a0 g
miz--> 20 40 60 80 100 120 140
Abundance #10023: Ethanol, 2-butoxy- R RARREEEE T
57.0 7.80 8.00 8.20 8.40
m/z 43.00 15.14%
5000 41.0
87.0
b 259 L mse o Mgt gt
m/z--> 200 40 60 80 100 120 140 7.80 8.00 8.20 8.40

8270-BF081821.M Tue Sep 07 01:43:19 2021

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125376.D

Acqg On : 4 Sep 2021 18:53

Operator : JU/CG

Sample : M3648-01 :

Misc : 20211052-SI-COMPOSITE-1

ALS vial : 18 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
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Peak Number 4 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.927 3.81 ng 156393 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 72
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 64
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 64
Abundance Scan 2013 (13.927 min): BF125376.D\data.ms (-2010) (-  m/z 105.00 100.00%
105.0
149.0
5000
550 A e
LUk L1930 281( o
O ol A bt e S o m/z 149.08 75.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0
5000
14.00
m/z 77.00 40.67%
olso SV | 1790 2360
\H‘HH‘\H\’\\H‘HH‘HH‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
14.00
5000 m/z 55.00 15.14%
e g wa/w
S e e T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester ——
149.0 14.00
m/z 43.00 14.53%
105.0
- MW
51.0
Olrrprrrrrobrprertio e e S0 8 e ey —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125376.D

Acqg On : 4 Sep 2021 18:53

Operator : JU/CG

Sample : M3648-01 :

Misc : 20211052-SI-COMPOSITE-1

ALS vial : 18 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
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Peak Number 5 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.116 2.84 ng 143746 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Perylene 252 C20H12 000198-55-0 90
4 Benzo[e]pyrene 252 C20H12 000192-97-2 89
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 87

Abundance Scan 2215 (15.115 min): BF125376.D\data.ms (-2211) (-1 m/z 252.10 100.00%

25p.1
5000 M//\
e =
670 12‘6 1 o . 15.00 15.50
L0 BLE L 1629905y W 390 m/z 250.10  23.00%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0
5000 ‘A‘ﬂ«
15.00 15.50
126.0 m/z 253.10 22.07%
Ot—— T \8\7\0‘ \‘H\‘H\ L \2\0‘0.\0\‘“\ \h‘\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene
252.0 J\
Ao ) )‘\ i /\M
15.00 15.50
5000 ITI/Z 126.10 13.34%
126.0
0 830 \H‘ “ 2000 I
—_— -
m/z--> 50 100 150 200 250 300 350 M
Abundance #138552: Perylene L ‘”‘A‘“‘”ﬁ LRI
252.0 15.00 15.50
m/z 125.00 9.46%
5000
126.0
0. 50.0 87.0 | \H 16201980 | (b LAY
T L N A H L —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125376.D

Acqg On : 4 Sep 2021 18:53

Operator : JU/CG

Sample : M3648-01 :

Misc : 20211052-SI-COMPOSITE-1

ALS Vvial : 18 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... 2.205 41.0 ng 1738180 1 6.898 847462 20.0
Ethanol, 2-(2-b... 8.087 2.6 ng 140489 2 8.181 1069410 20.0
2,2'-(Ethane-1,... 13.927 3.8 ng 156393 5 14.063 820038 20.0
Perylene 15.116 2.8 ng 143746 6 15.557 1010560 20.0
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