LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130563.D

Acqg On : 06 Oct 2022 22:05
Operator : CG\JU

Sample : N5020-01

Misc :

ALS Vvial : 19 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130563.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.793 455 460 470 rBV 418939 542655 1.46% 0.999%
2 5.222 529 533 551 rBV 1848723 1754180 4.72% 3.229%
3 6.263 706 710 713 rBV 1816843 1612165 4.33% 2.968%
4 6.616 766 770 777 rVB 563399 439816 1.18% 0.810%
5 7.187 862 867 870 rBV 1102996 1051174 2.83% 1.935%

.898 984 988 991 rBV 637964 510860 1.37% ©

.975 1167 1171 1174 rBV 2253711 1709338 4.60% 3

.645 1282 1285 1289 rVB 631035 482369 1.30% ©0.888%
2 1
1 0

O 00

10.433 1415 1419 1429 rVB 1262748 1055752 .84%
10 11.128 1533 1537 1539 rBV 623440 503284 .35%

11 12.716 1803 1807 1810 rBV 1914420 1834134 4.93% 3.376%
12 13.251 1884 1898 1901 rBV 13012326 37199529 100.00% 68.475%
13 13.504 1937 1941 1945 rBV 2182462 2086971 5.61% 3.842%
14 13.769 1981 1986 1989 rBV 609754 582463 1.57% 1.072%
15 14.251 2065 2068 2070 rVV2 271872 381637 1.03% ©.703%

16 14.345 2081 2084 2086 rBV 517770 456592 1.23% 0.840%

17 14.404 2090 2094 2095 rBV 491387 532896 1.43% 0.981%

18 14.521 2107 2114 2116 rBV 626936 1197911 3.22% 2.205%

19 15.151 2217 2221 2224 rBV 341213 391738 1.05% 0.721%
Sum of corrected areas: 54325464
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130563.D

Acqg On : 06 Oct 2022 22:05
Operator : CG\JU

Sample : N5020-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130563.D\data.ms
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Abundance TIC: BF130563.D\data.ms

13.251
1.2e+07

1le+07
8000000
6000000

4000000

8.975 12.716
10.433
7.898 9.645 11.128
ob —— | I I ——— DU W— — e
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: BF130563.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130563.D

Acqg On : 06 Oct 2022 22:05
Operator : CG\JU

Sample : N5020-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.793 24.68 ng 542655 1,4-Dichlorobenzene-d4 6.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 460 (4.793 min): BF130563.D\data.ms (-455) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 R
4.40 4.60 4.80 5.00 5.20
L o ,
O oA m/z 59.10 65.17%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 B R
4.40 4.60 4.80 5.00 5.20
101.0 m/z 101.10 22.82%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Raaas A REaan R
4.40 4.60 4.80 5.00 5.20
5000 410 m/z 58.10 15.05%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime Rmaas A REaanEEE
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 9.11%
5000
101.0
15.0 ‘
ol 800 840 | el
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130563.D

Acqg On : 06 Oct 2022 22:05

Operator : CG\JU

Sample : N5020-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Hexanoic acid, 2-ethyl-, ox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.504 71.66ng 2086970 Chrysene-di2 13.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

exanoic acid, 2-ethyl-, oxybis(... 446 C24H4607 018268-70-7 91
riethylene glycol di(2-ethylhex... 402 C22H4206 000094-28-0 81

uih wNnPE
N W w-—HXI

-Pyrrolidinecarboxylic acid, 1-... 284 C15H28N203 1000196-95-3 59
-Chlorothiobenzamide 171 C7H6CINS 002548-79-0 43
,6-Difluorophenyl isocyanate 171 C7H3F2NS 065295-69-4 38

Abundance Scan 1941 (13.504 min): BF130563.D\data.ms (-1937) (- m/z 57.10 100.00%
57.1 171.1
5000 127.1
T 7
‘ ‘ ‘ 0141 13.50
ob Al d Ll | 2141 2681 3161 372, ./, 171,95 95.75%
miz--> 50 100 150 200 250 300 350
Abundance #324315: Hexanoic acid, 2-ethyl-, oxybis(2,1-ethanediylo
171.0
57.0
5000 — :
127.0 13.50
m/z 127.05 51.27%
OL\S\Q\ \“H“‘\ ‘M \‘L‘\ T T \‘2]\-5\(\) \2?\9\0\3\0‘2\0\ T
miz--> 50 100 150 200 250 300 350
Abundance #303611: Triethylene glycol di(2-ethylhexoate)
57.0
171.0
T 7
127.0 1350
5000 : ITI/Z 99.10 36.97%
oiso Ll L |1l | zma0zseo a0
m/z--> 50 100 150 200 250 300 350
Abundance #178395: 3-Pyrrolidinecarboxylic acid, 1-methyl-4-ethyl-2 ety ‘
57.0 171.0 13.50
’ m/z 43.10 21.38%
5000 127.0
H ‘ 227.0
ol b ey b b e
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130563.D

Acqg On : 06 Oct 2022 22:05
Operator : CG\JU

Sample : N5020-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Phthalic acid, 2-methylpent... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.251 13.10 ng 381637 Chrysene-d12 13.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-methylpent-3-yl... 376 C23H3604 1000356-91-4 50
2 Phthalic acid, hex-2-yn-4-yl iso... 330 C20H2604 1000315-20-0 49
3 Phthalic acid, isohexyl isoporpy... 292 C17H2404 1000315-00-4 49
4 Phthalic acid, isohexyl octadecy... 502 C32H5404 1000308-96-9 47
5 Phthalic acid, heptyl isoporpyl ... 306 C18H2604 1000315-00-1 45

Abundance Scan 2068 (14.251 min): BF130563.D\data.ms (-2065) (- m/z 149.00 100.00%

149.0
so00] [+t

‘ h H ‘ \ ‘ 293.1 ‘14i()0‘ 14.50
1IN 1
el

ob bbb d f L 234 L 8782 4290 y7 71010 5e.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #284834: Phthalic acid, 2-methylpent-3-yl nonyl ester
149.0
5000 T

T
14.00 14.50
m/z 57.10 50.22%

BO 00 293.0
\\\\“M\‘\‘\&“\.\\\ \‘\\\‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance  #236945: Phthalic acid, hex-2-yn-4-yl isohexyl ester
149.0

——
14.00 14.50
5000 m/z 43.10  38.90%

85.0
41\\'9‘ h‘\‘\ | . 234.0 302.0
R R e e e R R e AR B
m/z--> 50 100 150 200 250 300 350 400

Abundance #189007: Phthalic acid, isohexyl isoporpyl ester ——
149.0 14.00 14.50

m/z 85.10  25.67%

5000 M\/\/\/\W
209.0
430 1040 | 292.0

Ot e e e e F e
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130563.D

Acqg On : 06 Oct 2022 22:05
Operator : CG\JU

Sample : N5020-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 unknownl4.404 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.404 18.30 ng 532896 Chrysene-d12 13.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 47
2 Phthalic acid, decyl 2-ethylhexy... 418 C26H4204 1000309-00-0 43
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 38
4 Phthalic acid, 3-methylbut-3-eny... 346 C21H3004 1000357-10-6 38
5 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 38

Abundance Scan 2094 (14.404 min): BF130563.D\data.ms (-2090) (- m/z 149.00 100.00%

o

m/z--> 0 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)

149.0
70.1
5000
261.1
—
H h “\ ‘ ‘ | ‘ 2171 | |306.4 3713 25
0 mw_ AVBETASS B = A R E . . m/z 70.10 60.66%
m/z--> 0 100 150 200 250 300 350
Abundance #295612: Bis(2-ethylhexyl) phthalate
149.0
5000 T
14.50
57.0 m/z 57.10  43.42%
279.0
O \‘r\%‘\u‘“\“\‘\o‘fo\\\ \\\\2‘07\\0\\‘\\‘\\‘\\\\‘\\3\99‘(
m/z--> 0 50 100 150 200 250 300 350
Abundance #312518: Phthalic acid, decyl 2-ethylhexyl ester
149.0
—
14.50
5000 m/Z 261.10 36.17%
“51(; 1040 5 iA/\
i (N I
e

70.0 112.0 14.50
261.0 m/z 71.10 29.30%
5000 67.0 M/\/\/\/\VM
0 29%\\‘\\‘ 2150 | ‘3040 3610
oy L 2190 ] 13040 3610 ——
m/z--> 0 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130563.D

Acqg On : 06 Oct 2022 22:05
Operator : CG\JU

Sample : N5020-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.521 61.16 ng 1197916  Perylene-di12 15.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 58
2 Phthalic acid, 2-methylpent-3-yl... 320 C19H2804 1000356-90-9 50
3 Di-sec-butyl phthalate 278 C1l6H2204 1000373-65-4 49
4 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 49
5 Phthalic acid, neopentyl propyl ... 278 C16H2204 1000308-97-2 49
Abundance Scan 2114 (14.521 min): BF130563.D\data.ms (-2107) (|  m/z 149.00 100.00%
149.0
5000
71.1
TE - i
ob bbbl L f 2170 | 3470 4000 un 711 32.32%
miz--> 50 100 150 200 250 300 350 400
Abundance #241937: 1,2-Benzenedicarboxylic acid, bis(4-methylpen
149.0
5000 — :
14.50
43.0 85.0 m/z 57.10 28.84%
‘ ‘ 251.0
O\‘\\L’m\‘\‘\‘\““\\\\‘\‘\\\‘\\\\“\\\\‘\\\\‘\\\\|\
m/z--> 50 100 150 200 250 300 350 400
Abundance #224756: Phthalic acid, 2-methylpent-3-yl pentyl ester
149.0
T \
14.50
5000 m/z 43.10 27.03%
43.0 85.0 219.0
o e —
m/z--> 50 100 150 200 250 300 350 400
Abundance #170763: Di-sec-butyl phthalate —— ‘
149.0 14.50
m/z 85.10 19.42%
o410 1040 | 2280 o749
e e e e T P
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130563.D

Acqg On : 06 Oct 2022 22:05
Operator : CG\JU

Sample : N5020-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-Pentanone, 4-... 4.793 24.7 ng 542655 1 6.616 439816 20.0
Hexanoic acid, ... 13.504 71.7 ng 2086970 5 13.769 582463 20.0
Phthalic acid, ... 14.251 13.1 ng 381637 5 13.769 582463 20.0
unknownl4.404 14.404 18.3 ng 532896 5 13.769 582463 20.0
1,2-Benzenedica... 14.521 61.2 ng 1197910 6 15.151 391738 20.0
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