LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122087.D

Acqg On : 22 Oct 2020 17:00
Operator : JU/CG

Sample : L4436-02

Misc :

ALS Vvial : 15 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122087.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.934 480 484 497 rBV 141244 216594 7.94% 1.079%
2 5.351 552 555 583 rBV 1761718 2016855 73.98% 10.050%
3 6.381 726 730 748 rBV 2179705 2286350 83.87% 11.393%
4 6.586 763 765 777 rBV 17175 44158 1.62% 0.220%
5 6.728 785 789 798 rVB 754405 635027 23.29% 3.164%

6 7.298 882 886 905 rBV 1679105 1627028 59.68% 8.107%
7 8.010 1004 1007 1025 rVB 921237 860181 31.55% 4.286%
8 9.086 1185 1190 1201 rBV 2821864 2726222 100.00% 13.585%
9 9.480 1254 1257 1265 rVB 255824 245584  9.01%  1.224%

9

10 .757 1301 1304 1309 rBV 978929 947183 34.74%  4.720%
11 10.551 1436 1439 1455 rBV 1213107 1270661 46.61% 6.332%
12 10.680 1458 1461 1466 rVB3 29033 37168 1.36% 0.185%
13 10.733 1466 1470 1472 rBV 34941 36173 1.33% ©.180%
14 10.763 1472 1475 1478 rVB2 31089 31945 1.17% ©.159%
15 10.798 1478 1481 1483 rBV 34229 29202 1.07% ©.146%
16 10.880 1490 1495 1497 rVB2 23293 36182 1.33% ©.180%
17 10.910 1497 1500 1504 rVV3 56844 65587 2.41% ©.327%
18 10.945 1504 1506 1511 rWwV 45352 60101 2.20% ©.299%
19 10.986 1511 1513 1521 rVB 45682 51596 1.89% 0.257%
20 11.245 1553 1557 1560 rBV 1067666 918988 33.71% 4.579%
21 11.268 1560 1561 1564 rVV 178108 125318 4.60% ©0.624%
22 11.321 1568 1570 1577 rVB 32721 37401 1.37% 0.186%
23 11.774 1645 1647 1654 rVB3 55158 62876 2.31% ©.313%
24 11.863 1659 1662 1664 rBV2 26411 28641 1.05% ©.143%
25 12.457 1760 1763 1769 rBV 232903 218104 8.00% 1.087%
26 12.686 1797 1802 1808 rBV 196337 230078 8.44%  1.146%
27 12.827 1821 1826 1829 rBV 2503248 2302407 84.45% 11.473%
28 12.910 1836 1840 1844 rBV3 21775 30974 1.14% 0.154%
29 12.957 1845 1848 1851 rVB2 35035 30389 1.11% 0.151%
30 13.051 1861 1864 1867 rBV 28956 35919 1.32% 0.179%

31 13.733 1975 1980 1988 rBV2 220030 469485 17.22%
32 13.857 1997 2001 2003 rBV 158605 170194  6.24%
33 13.886 2003 2006 2009 rVV 754487 757014 27.77%

OO wWwWoenN
~N
~N
N
R

34 13.915 2009 2011 2016 rVB 107877 104656  3.84% 521%
35 14.339 2080 2083 2086 rBv2 42701 45388 1.66% 226%
36 14.498 2107 2110 2113 rBV 98032 81813 3.00% 0.408%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122087.D

Acqg On : 22 Oct 2020 17:00
Operator : JU/CG

Sample : L4436-02

Misc :

ALS Vvial : 15 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.915 2177 2181 2184 rBV 82049 114881 4.21% ©.572%
38 15.204 2227 2230 2235 rBV 48276 55726 2.04% 0.278%
39 15.262 2237 2240 2244 rW 70569 81583 2.99% 0.407%
40 15.321 2245 2250 2262 rVB 529549 730892 26.81% 3.642%
41 15.715 2314 2317 2322 rVB 34071 42822 1.57% 0.213%
42 16.733 2486 2490 2498 rVB 58414 120094 4.41% 0.598%
43 16.880 2513 2515 2525 rBV7 21080 48861 1.79% 0.243%
Sum of corrected areas: 20068301

8270-BF101220.M Fri Oct 23 14:57:51 2020 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Oct 2020 17:00

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
BF122087.D

Ju/CaG
L4436-02

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122087.D

Acqg On : 22 Oct 2020 17:00
Operator : JU/CG

Sample : L4436-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.934 6.82 ng 216594 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
Abundance Scan 484 (4.934 min): BF122087.D\data.ms (-480) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 I R ARABERAREN
4.60 4.80 5.00 5.20
Ll \‘ 83.0 9
ot m/z 59.10 55.02%
miz-> 20 40 60 80 100 120 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B
59.0 4.60 4.80 5.00 5.20
m/z 101.10 18.97%
0 27\\\ il | 830 10%0
\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR EERREE
4.60 4.80 5.00 5.20
5000 2410 m/z 58.00 15.32%
0 \H\‘ \‘ if ‘ 12§0 142.0
e
miz--> 20 40 60 80 100 120 140
Abundance #4030: 2,3-Butanedione, monooxime A R
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.03%
5000
101.0
0 15\,'0 ol 60.0 84.0 \ AT
e A R e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122087.D

Acqg On : 22 Oct 2020 17:00
Operator : JU/CG

Sample : L4436-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.733 12.40 ng 469485 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Behenic alcohol 326 C22H460 000661-19-8 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

Abundance Scan 1980 (13.733 min): BF122087.D\data.ms (-1975) (- m/z 57.10 100.00%
57.1

97.0
5000
1350  14.00
39.0 : :
0l ‘u“u‘w “u‘H“ A %‘L b 19512390 2811y, ss.ee 97.17%
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosano
58.0
97.0
5000 — e
13.50 14.00
m/z 43.05 95.58%
39.0
O ]\-g\.q ‘\“ “ ‘\ ‘\‘ T \‘H“ ‘M‘ \;.‘I:\ ‘h “h T 9\-8\2.\0‘ \22\4\.0\ ‘2\66\-9 T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
83.0
43.0 T ‘ T T ‘ T
13.50 14.00
5000 m/z 83.10  87.42%
25.0
AL L ase0 20
IS e N o
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane — —
57.0 13.50 14.00
97.0 m/z 69.05 76.88%
39.0
oSO L LLLL L1300 100 2690 goor o
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122087.D

Acqg On : 22 Oct 2020 17:00
Operator : JU/CG

Sample : L4436-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.498 2.16 ng 81813 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
2 1-Isopropyl-2,2-dimethylpropylid... 127 C8H17N 1000210-05-3 22
3 Di-n-octyl phthalate 390 C24H3804 000117-84-0 18
4 Phthalic acid, 3,5-difluoropheny... 390 C22H24F204 1000315-51-3 14
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 14

Abundance Scan 2110 (14.498 min): BF122087.D\data.ms (-2107) (-} m/z 70.05 100.00%

70.0
149.0
5000 261.1
—
L L Laoza
om_ gL Jw_m‘H“,Hﬂu‘mwH_m‘ m/z 149.00  58.93%
miz--> 100 150 200 250 300 350
Abundance #207811. 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 T
14.50
m/z 261.10 42.64%
. M h N M | 2170 | |s0s0 se1o
\\\‘\\\‘\\\\‘\\\\‘\\\\’ \‘\\\ \\\\‘
miz--> 100 150 200 250 300 350
Abundance #11925:leopropyLZ2—d”netthr0pdeeneanﬂne
70.0
bbb AR
14.50
5000 ITI/Z 112.05 42.12%
‘ 112.0
ol L=
miz--> 50 100 150 200 250 300 350
Abundance #207657: Di-n-octyl phthalate
149.0 14.50
m/z 57.10 40.57%
5000 57.0
279.0
104
L | sose | saso s
““““““‘ T R T T S b e A R ——
mlz--> 100 150 200 250 300 350 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122087.D

Acqg On : 22 Oct 2020 17:00
Operator : JU/CG

Sample . L4436-02

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.934 6.8 ng 216594 1 6.728 635027 20.0
1-Heneicosanol 13.733 12.4 ng 469485 5 13.886 757014 20.0
1,3-Benzenedica... 14.498 2.2 ng 81813 5 13.886 757014 20.0
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