LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011304.D

Acqg On : 06 Aug 2022 07:15
Operator : CG/JU

Sample : N4026-23

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP080222.M
Title : SVOA CALIBRATION

Signal : TIC: BP@11304.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.734 294 297 302 rVB 168530 196759 5.70% 0.786%
2 6.940 667 672 679 rVB 291442 434282 12.57% 1.736%
3 7.122 700 703 715 rVB2 98429 170980 4.95% 0.683%
4 7.593 778 783 793 rVB 393192 601631 17.42%  2.404%
5 8.310 902 905 917 rVB2 70539 131287 3.80% 0.525%
6 8.758 975 981 989 rBV 403173 638945 18.50%  2.554%
7 9.475 1098 1103 1111 rVB2 87567 150422 4.36% 0.601%
8 10.010 1188 1194 1205 rBV2 109670 210791 6.10% 0.842%
9 10.381 1251 1257 1263 rBV 449635 702545 20.34% 2.808%
10 10.440 1263 1267 1277 rVV3 44259 111805 3.24% 0.447%
11 10.534 1278 1283 1299 rVB 102660 217136 6.29% 0.868%
12 11.934 1517 1521 1526 rBVS5S 9887 14807 0.43% 0.059%
13 12.410 1600 1602 1608 rBV4 4404 6535 0.19% 0.026%
14 13.687 1812 1819 1834 rBV 527039 816364 23.64%  3.263%
15 13.957 1858 1865 1886 rBV 660695 952126 27.57% 3.805%
16 14.263 1911 1917 1934 rBV 826893 1114700 32.27% 455%
17 14.504 1952 1958 1961 rBVS8 5826 9752  0.28% 039%
18 14.710 1990 1993 1998 rVB7 3217 4687 0.14%

19 14.834 2005 2014 2024 rBV 104910 431749 12.50%
20 15.269 2082 2088 2104 rBV 1419145 1838601 53.23%

NPk, oo P
[
fary
O
R

21 15.398 2105 2110 2120 rVB3 99294 163593 4.74% ©
22 17.034 2382 2388 2398 rBV 1058224 1355397 39.24% 5
23 17.134 2399 2405 2416 rVV 1915819 2369347 68.60%  9.469%
24 18.022 2552 2556 2566 rBV 566441 742726 21.50% 2
25 19.392 2785 2789 2797 rVB 2753178 3428475 99.26% 13.

26 20.892 3040 3044 3053 rBv4 201020 420352 12.17% 1.680%
27 21.157 3085 3089 3100 rBV 1744889 2115899 61.26% 8.456%

28 23.316 3451 3456 3465 rBV 1941483 3453995 100.00% 13.804%
29 23.468 3476 3482 3492 rVB 1209848 2215738 64.15%  8.855%

Sum of corrected areas: 25021426
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 06 Aug 2022 07:15
: CG/IU
: N4026-23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
BPO11304.D

: 34 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080222.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP011304.D\data.ms

4.734

6.940  7.593 8.758 10.381
7.122
8.310 9.475 10.010,d0,534
Y | U

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP011304.D\data.ms
19.8392

17.134

15.269

14.263
3.957 18.022
13687
o L1834 12410 143005

Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 15.50 1600 1650 1700 1750 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP011304.D\data.ms

3000000

23.316
2500000
21.157
2000000
23.468

1500000

1000000

soooooﬂ@

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 20.50 21.00 21.50 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\BP080522\
Data File : BP011304.D

Acqg On : 06 Aug 2022 07:15
Operator : CG/JU

Sample : N4026-23

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.M
Quant Title : SVOA 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.734 6.54 ng/ul 196759 1,4-Dichlorobenzene-d4 7.593

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38

Abundance Scan 297 (4.734 min): BP011304.D\data.ms (-294) (-)
43.1

m/z 43.10 100.00%

5000

{ 101.1 4.40 4.60 4.80 5.00

o_‘u‘wﬂh‘M\H""1‘36‘3;9‘2‘55'9‘3‘1@:9‘3‘7‘@-‘1“““495"7‘5‘45‘:‘ m/z 59.10  28.99%

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

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T[T T[T T[T
4.40 4.60 4.80 5.00
m/z 39.20 20.38%
O‘\L“f‘%[l\]\-‘(\)‘1\-\0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
e
4.40 4.60 4.80 5.00
5000 m/z 58.05 16.54%
‘ 02.0
o_uM‘uMH‘wHH,‘HwHH_Hwwwwww

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

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- T T
43.0 4.40 4.60 4.80 5.00
m/z 101.05 12.03%
5000
0 i \“ 1!0\20

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

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011304.D

Acqg On : 06 Aug 2022 07:15
Operator : CG/JU

Sample : N4026-23

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.440 3.18 ng/ul 111805 Naphthalene-d8 10.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2-Nitrophenyl)methanamine, 2TMS... 296 C13H24N202Si2 1000478-84-5 38
2 N-(2-Hydroxyethyl)-N'-(2-methoxy... 354 C16H36N203Si2 1000501-33-3 37
3 1,4-Dihydro-pyridine-3-carboxyli... 284 C16H16N203 1000259-17-8 30
4 1,4-Cyclohexadiene, 1,3,6-tris(t... 296 C15H32Si3 1000150-10-8 18
5 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603Si4 001000-05-1 16
Abundance Scan 1267 (10.440 min): BP011304.D\data.ms (-1263) (- | m/z 43.00 100.00%
43.0
147.0 281 1 T
b 1 smoasounss s %
ow";umwm_‘H_‘H‘wm_wh"_mwmmww m/z 73.80 65.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193433: (2-Nitrophenyl)methanamine, 2TMS derivative
73.0
5000
207.0 10.50
m/z 207.10 39.52%
O‘\\1WJ[\WHHIA“M\JI\\'\m\ﬂ‘\A\l”!!\‘\\\\]‘z\l\8\‘1-\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #263185: N-(2-Hydroxyethyl)-N'-(2-methoxyphenyl)urea,
73.0
207.0 —
10.50
5000 m/z 57.90 26.36%
47.0
339.0
obsol Ll L ligeso WL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178531: 1,4-Dihydro-pyridine-3-carboxylic acid, 5-cyang T
43.0 207.0 10.50
m/z 41.00 23.07%
5000
284.0
\ 05.0
NI 11 PV W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
BPO11304.D

: 06 Aug 2022 07:15
: CG/IU
: N4026-23

: 34 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080222.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 unknown-02 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.834 7.75 ng/ul 431749  Acenaphthene-d10 14.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9
2 Ethyl Chloride 64 C2H5C1 000075-00-3 5
3 Sulfur dioxide 64 02S 007446-09-5 4
4 Sulfur dioxide 64 02S 007446-09-5 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 4

Abundance Scan 2014 (14.834 min): BP011304.D\data.ms (-2005) (- m/z 63.90 100.00%
63.9
5000 JJ\&
191.8 = ——
127.9 ‘ 14.50 15.00
bbb b 2927 3278 4006 SOLT _ m/7 191.75  20.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #342346: Di(tert-butyl) trisulfide, perfluoro-
64.0
5000 — —
14.50 15.00
m/z 127.90 9.95%
0 | 1630 315.0 534.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #409: Ethyl Chloride
64.0
= ——
14.50 15.00
5000 ITI/Z 95.90 8.42%
o"',,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #416: Sulfur dioxide = —
64.0 14.50 15.00
m/z 65.90 8.32%
5000 N“MNN*MM/\%WMNMM#A&
o-+-+-t---rrrrrrrrr = —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011304.D

Acqg On : 06 Aug 2022 07:15
Operator : CG/JU

Sample : N4026-23

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.M
Quant Title : SVOA 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 Phthalic acid, butyl isohex... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.022 10.96 ng/ul 742726  Phenanthrene-di10 17.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, butyl isohexyl ester 306 C18H2604 1000309-03-6 53
2 Phthalic acid, butyl hept-4-yl e... 320 C19H2804 1010356-78-4 53
3 Phthalic acid, cyclohexylmethyl ... 318 C19H2604 1000309-08-6 50
4 Phthalic acid, isohexyl propyl e... 292 C17H2404 1000308-98-9 50
5 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 50
Abundance Scan 2556 (18.022 min): BP011304.D\data.ms (-2552) (- m/z 149.00 100.00%
149.0
5000
410 L |
18.00
223.1
0 .\l.MmL ‘ i 2828 3550 43564998 m/z 41.e0 24.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #206885: Phthalic acid, butyl isohexyl ester
149.0
5000 — ‘
18.00
m/z 103.95 22.67%
43.0 223.0
O\“\l\“‘h\w\h\‘\\\\\ \\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #224630: Phthalic acid, butyl hept-4-yl ester
149.0
T [
18.00
5000 m/z 75.95 19.82%
57.0 223.0
] NS S S N S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #222262: Phthalic acid, cyclohexylmethyl butyl ester = ‘
149.0 18.00
m/z 56.00 14.33%
5000
55.0 223.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011304.D

Acqg On : 06 Aug 2022 07:15
Operator : CG/JU

Sample : N4026-23

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.M
Quant Title : SVOA 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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.892 3.97 ng/ul 420352  Chrysene-d12 21.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 86
2 1-Hexacosanol 382 C26H540 000506-52-5 86
3 Octacosyl acetate 452 (C30H6002 018206-97-8 86
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 78
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 76
Abundance Scan 3044 (20.892 min): BP011304.D\data.ms (-3040) (- m/z 55.00 100.00%
55.0
207.0
5000
1f51 281.1 20%6 éfod
o_u“\ws u“ '!w"e't"‘ mHw"L"3‘?3'?““99'?“‘?9'9‘_‘5“"'?‘” n/z 57.60  82.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — e
20.50 21.00
‘ 5.0 m/z 43.05 76.87%
O‘\\h‘\l"\\\\‘l\l\‘\\}\\‘I\‘\]_\Q\G‘\q\\z‘e\e\\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289620: 1-Hexacosano
57.0
— ——
20.50 21.00
5000 m/z 82.95 72.85%
125.0
364.0
o_JL ,qu M“..H..ZFS@O\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326466: Octacosyl acetate 4 —T
43.0 20.50 21.00
m/z 97.10 72.82%
5000 t1.0
ol h“‘ , 181.0 250.0 320.0 392.0452.0
‘H‘,‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080522\
Data File : BP011304.D

Acqg On : 06 Aug 2022 07:15
Operator : CG/JU

Sample : N4026-23

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©80222.M
Quant Title : SVOA 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-Pentanone, 4-... 4.734 6.5 ng/ul 196759 1 7.593 601631 20.0
unknown-01 10.440 3.2 ng/ul 111805 2 10.387 702545 20.0
unknown-02 14.834 7.8 ng/ul 431749 3 14.263 1114700 20.0
Phthalic acid, ... 18.022 11.0 ng/ul 742726 4 17.034 1355400 20.0
1-Heneicosanol 20.892 4.0 ng/ul 420352 5 21.157 2115900 20.0
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