LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127476.D

Acqg On : 23 Mar 2022 13:07
Operator : CG\JU

Sample : N2062-01

Misc :

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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127476.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 471 474 485 rVB 38637 50876 1.66% 0.306%
2 5.469 538 541 563 rBV 1463538 1471062 47.92% 8.854%
3 6.481 710 713 726 rBV 934761 963607 31.39% 5.799%
4 6.845 772 775 782 rVB 645679 524890 17.10%  3.159%
5 7.416 867 872 875 rBV 2016768 1883935 61.38% 11.338%

.128 989 993 1004 rBV 783800 660091 21.50%  3.973%
.204 1171 1176 1179 rBV 3535162 3069541 100.00% 18.474%
.886 1288 1292 1295 rBV 797556 732312 23.86% 4.407%
10.681 1423 1427 1441 rBV 1924607 1855631 60.45% 11.168%
10 11.375 1542 1545 1554 rBV 839761 696753 22.70%  4.193%

O O 0

11 11.751 1606 1609 1615 rVB 127030 99639 3.25% ©
12 12.457 1726 1729 1738 rVB 396502 329882 10.75% 1
13 12.545 1741 1744 1748 rVV 144218 112244 3.66% 0.676%
14 12.604 1751 1754 1758 rVB 86282 70236 2.29% ©
15 12.963 1810 1815 1818 rBV 2786234 2523433 82.21% 15.

16 13.510 1905 1908 1912 rBV 618609 469334 15.29%
17 13.945 1973 1982 1985 rBV6 15931 49156 1.60%
18 14.021 1992 1995 2004 rVB 568492 504652 16.44%
19 15.504 2242 2247 2260 rVB 432111 548134 17.86%
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N
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Sum of corrected areas: 16615408
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127476.D

Acqg On : 23 Mar 2022 13:07
Operator : CG\JU

Sample : N2062-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127476.D\data.ms
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Abundance TIC: BF127476.D\data.ms
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Abundance TIC: BF127476.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127476.D

Acqg On : 23 Mar 2022 13:07
Operator : CG\JU

Sample : N2062-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Tridecanoic acid, methyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.751 2.86 ng 99639  Phenanthrene-di1e 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 1609 (11.751 min): BF127476.D\data.ms (-1606) (1 m/z 74.00 100.00%
74.0
5000 43.0
143.1 227.2 1150 12,00
115.0 1 ' : : :
O‘H‘HHNMNMJN WMMHuwu‘wk‘wu‘wu‘qu‘ww‘qu‘ﬁzgw m/z 87.10 76.29%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 43.0 AL U
11.50 12.00
m/z 43.05 46.26%
H ‘H‘ [ \143.0 185.0 228.0
0\H‘HH‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘\\H‘HH‘HH‘HH‘\\H’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
e —
11.50 12.00
5000 m/z 55.00 31.41%
43.0
143.0
Loy | amse [0 2T
o""‘u“u‘h‘wl"N‘u‘M""m""""‘Wm_m_m_m‘_m,w,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester e —
74.0 11.50 12.00
m/z 41.05 30.56%
5000 43.0
HWH‘WHH_‘H_HWH‘WHHMH‘_HWHH‘HHMHW‘HWHH, e F
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127476.D

Acqg On : 23 Mar 2022 13:07
Operator : CG\JU

Sample : N2062-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 10-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.457  9.a7ng 320882  Phenanthrene-die 11.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 10-Octadecenoic acid, methyl ester 296 C19H3602
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602
3 14-Octadecenoic acid, methyl ester 296 C19H3602
4 13-Octadecenoic acid, methyl ester 296 C19H3602
5 9-Hexadecenoic acid, methyl este... 268 C17H3202

Abundance Scan 1729 (12.457 min): BF127476.D\data.ms (-1726) (-

013481-95-3 94
000112-62-9 93
056554-48-4 91
056554-47-3 90
001120-25-8 83

m/z 55.05 100.00%

55.0
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97.0
S
e o2 2 o
olb— \“‘\w‘m Lo A ‘HHHH H b | ‘\‘ — H — m/z 41.00 62.15%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000
1250
264.0 m/z 69.05 53.77%
230 222.0
1l L Ty, 1200 20| 2060
ok [ 1 L \\ H‘H“ i wHU\ N 1‘ e I N— b ‘
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
P
12.50
5000 87.0 43.05 50.58%
23.0
‘ ‘ WA‘ 180.0 222.0 264.02960
02‘5“0“‘\“ | HM\MHMH\M \‘H\ wly ! - M — ‘H‘ : “"
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0 12 50
m/z 74.10 44 .58%
5000
87.0
264.0
LU e oo 2o s
ol b AR o a7 ] 296 AL
miz--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127476.D
Acqg On : 23 Mar 2022 13:07
Operator : CG\JU
Sample : N2062-01
Misc
ALS vial : 7 Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : 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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.545 3.22 ng 112244  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 93
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 86
Abundance Scan 1744 (12.545 min): BF127476.D\data.ms (-1741) (- m/z 74.00 100.00%
74.0
5000 430
T \
1431 199.2 255.3 12.50
L | | 208 ;
0Lb—— ‘,‘ B I A ST A R m/z 87.10 74.17%
miz--> 100 150 200 250 300
Abundance #197272: Methyl stearate
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e oo asmo =
0 \‘\h\ ‘\ ’ ‘\ H‘ ‘H L T T \ T ‘ T T T T “ T T T T “\‘\ T T “
miz--> 100 150 200 250 300
Abundance #143569: Pentadecanoic acid, methyl ester
74.0
T [
12.50
5000 m/z 55.00 32.00%
43.0
‘ 143.0
213.0 256.0
okt y Lo | | 1e20720 260
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Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester P i
74.0 12.50
m/z 41.05 29.15%
5000
28.0
143.0 255.0 298.(
199.0 ‘
oL— “ “ ’ w‘\‘ ‘M w]Tl‘l“O‘\‘ ““\‘ T “ N “\‘u‘ — \‘ s
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127476.D

Acqg On : 23 Mar 2022 13:07
Operator : CG\JU

Sample : N2062-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Bis(2-ethylhexyl) maleate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.604 2.02 ng 70236  Phenanthrene-d1e 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 87
2 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 38
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 38
4 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 38
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 35

Abundance Scan 1754 (12.604 min): BF127476.D\data.ms (-1751) (-] m/z 57.05 100.00%

57.0
117.0
5000

L o
L] ‘ “ 1551 202.0 12.50 13.00
ob— b gl 2ooen 8 m/z 71.10  60.21%
miz-> 50 100 150 200 250 300
Abundance #248542: Bis(2-ethylhexyl) maleate
57.0  117.0
5000 = R T
12.50 13.00
m/z 117.00  58.09%
N | H\ ‘ \\H‘L 1850 229.0  297.0 341.
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 50 100 150 200 250 300
Abundance  #284592: Sulfurous acid, 2-ethylhexy! tridecyl ester

57.0 A

12.50 13.00
5000 ITI/Z 70.10 46.03%
113.0
Al o
o— i d .
miz--> 50 100 150 200 250 300
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0 12.50 13.00
m/z 41.05 44.39%
5000
‘ 113.0
oHM‘w”u‘w\“‘Hu_‘”_”w””_‘” The -
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127476.D

Acqg On : 23 Mar 2022 13:07

Operator : CG\JU

Sample : N2062-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 5 Ethanol, 2-butoxy-, phospha... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.510 18.60 ng 469334  Chrysene-di12 14.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 72

2 2,5-Hexanediol 118 C6H1402 002935-44-6 43
3 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 43
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 25
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 22
Abundance Scan 1908 (13.510 min): BF127476.D\data.ms (-1905) (- m/z 57.05 100.00%
57.0
5000
1250
1991 PR ‘
13.50
255.1 299.1
ol b m‘ wd ‘ S T 38l m/z 45.05  71.09%
mlz--> 50 100 150 200 250 300 350 400
Abundance #300590: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 oy
125.0 13.50
H 1990 299.0 m/z 56.05 63.39%
0 — ‘\“’ reeppll “ —L ‘\“ e o \“\2\‘5“‘5\\0\ T “ T \:\35“5\(\)\397‘\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #10014: 2,5-Hexanediol
45.0
T \
13.50
5000 m/z 85.05 40.79%
111830
T e
miz--> 50 100 150 200 250 300 350 400
Abundance #14339: trans-2,3-Epoxyoctane - ‘
56.0 13.50
m/z 125.00 32.12%
5000
9.0
oL —
m/z--> 50 100 150 200 250 300 350 400 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127476.D

Acqg On : 23 Mar 2022 13:07
Operator : CG\JU

Sample : N2062-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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|
Tridecanoic aci... 11.751 2.9 ng 99639 4 11.375 696753 20.0
10-Octadecenoic... 12.457 9.5 ng 329882 4 11.375 696753 20.0
Methyl stearate 12.545 3.2 ng 112244 4 11.375 696753 20.0
Bis(2-ethylhexy... 12.604 2.0 ng 70236 4 11.375 696753 20.0
Ethanol, 2-buto... 13.510 18.6 ng 469334 5 14.022 504652 20.0
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