LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060820\
Data File : BG045648.D

Aca On : 8 Jun 2020 18:56

Operator : CG/JU

Sample : L2904-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG051520.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.540 408 417 427 rBvV 305298 553149 13.45% 2.952%
7.144 683 690 703 rBvV 203931 395796 9.62% 2.112%
rBv 217948 380058 9.24% 2.028%
8.272 874 882 892 rBV 707904 1229963 29.90% 6.563%
9.112 1016 1025 1039 rBV 624907 1165775 28.34% 6.221%
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10.756 1297 1305 1315 rBV 274639 519291 12.62% 2.771%
13.212 1716 1723 1737 rBV 1774888 2839774 69.03% 15.153%
13.500 1765 1772 1779 rBV 542615 869895 21.15% 4.642%
14.040 1857 1864 1871 rBV 194995 312827 7.60% 1.669%
14.592 1951 1958 1966 rBV2 444499 725640 17.64% 3.872%

=
QO ~NO®

11 15.720 2144 2150 2157 rBV 296455 415496 10.10% 2.217%
12 16.085 2205 2212 2228 rBV 1457234 2354897 57.24% 12.566%
13 17.342 2420 2426 2434 rBV 515892 835472 20.31% 4._.458%
14 17.653 2475 2479 2485 rBvV4 49724 69536 1.69% 0.371%
15 19.092 2721 2724 2728 rBV3 71339 96968 2.36% 0.517%

16 19.415 2775 2779 2784 rVB 88801 109126 2.65% 0.582%
17 19.956 2866 2871 2881 rBV 2975738 4113850 100.00% 21.952%

18 21.601 3146 3151 3160 rVB2 502442 825815 20.07% 4._.407%
19 24.749 3678 3687 3702 rvB2 305916 926984 22.53% 4.946%

Sum of corrected areas: 18740312
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060820\
Data File : BG045648.D

Aca On : 8 Jun 2020 18:56

Operator : CG/JU

Sample : L2904-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG045648.D
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Abundance TIC: BG045648.D
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Abundance TIC: BG045648.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060820\
Data File : BG045648.D

Aca On : 8 Jun 2020 18:56

Operator : CG/JU

Sample : L2904-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.50 23.98 ng 869895 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 2-Propenal. 3-(2.2.6-trimethvl-7... 194 C12H1802 055759-91-6 64
3 Acetaminophen 151 C8H9NO2 000103-90-2 53
4 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 53
5 Metacetamol 151 C8H9NO2 000621-42-1 53
Abundance Scan 1772 (13.500 min): BG045648.D (-1765) (-) m/z 109.05 100.00%
43 109
151
5000
69 85 USRI U SN
123 137 169 13.20 13.40 13.60 13.80
0...,....|||.' |I|. I||. "|'|..ﬁ.6.|.|J|l'.|'...'.'|..!.,..'..,..:L??l....l m/z 43.05 91.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 USRS BN SULRN UL
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.05 61.09%
o1 2 L 1B | M e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
13.20 13.40 13.60 13.80
5000 43 151 m/z 41.05 22 .50%
27 55 &9 8l g 121 179
G R R S S WL B B S WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen S EEEREEEREETTEEE RS
109 13.20 13.40 13.60 13.80
m/z 85.05 21.13%
5000 151
43 30
ol 15 27 | 5465 | 91 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060820\
Data File : BG045648.D

Aca On : 8 Jun 2020 18:56

Operator : CG/JU

Sample : L2904-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl5.72 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.72 11.45 ng 415496 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 53
2 4H-Chromene. 4a.5.6.7.8.8a-hexah... 208 C14H240 1000196-77-4 43
3 Acetaminophen 151 C8H9NO2 000103-90-2 38
4 Metacetamol 151 C8H9NO2 000621-42-1 38
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38
Abundance Scan 2150 (15.720 min): BG045648.D (-2144) (-) m/z 109.05 100.00%
43 9
5000 213
69 85 R EEREEEEE L S
| | | 15.40 15.60 15.80 16.00
Ot e || .ﬁ.ﬁl .'l. " II|||I|JI l'l'l"l .'l. m/z 43.05 87.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 B UL U SULRAN IR
1540 15.60 15.80 16.00
69 g5 m/z 213.15 43.30%
o5 2L sy BB e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109

1540 15.60 15.80 16.00
5000 m/z 151.05 34.96%

85 124
43 . 208
0 29 137151165179193
T T T e e T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24785: Acetaminophen

15.40 15.60 15.80 16.00
m/z 41.00 20.79%

o

122135
ST T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 40 15 60 15. 80 16.00

5000

43
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060820\
Data File : BG045648.D

Aca On : 8 Jun 2020 18:56

Operator : CG/JU

Sample : L2904-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 3-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.09 2.32 ng 96968 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 98
2 n-Heptadecanol-1 256 C17H360 001454-85-9 94
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 2724 (19.092 min): BG045648.D (-2721) (-) m/z 83.05 100.00%
55 83
5000
27 940 267 4y a5 | 1880 1000 1020 1040
0’ m/z 55.05 93.23%
m/z--> 50 100 150 200 250 300 350
Abundance #104188: 3-Octadecene, (E)-
41 | 69
97
5000 SR RN SR SN B
18.80 19.00 19.20 19.40
‘ m/z 69.05 87.56%
125
o za‘ Lidy “\ 154 182 224 252
UL L L DL U L L
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
18:80 19,00 19.20 19.40
5000 11 m/z 57.05 76.88%
29
0 139 168 210 238
m/z--> 50 100 150 200 250 300 350
Abundance #95985: 1-Hexadecanol T B
43 18.80 19.00 19.20 19.40
69 m/z 43.05 67.86%
97
5000
125
o2l | Il H ‘} I ‘x | 154 196 224
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060820\
Data File : BG045648.D

Aca On : 8 Jun 2020 18:56

Operator : CG/JU

Sample : L2904-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Bis(2-ethylhexyl) maleate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.42 2.61 ng 109126 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 91
2 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 35
3 Bis(2-ethvlhexvl) methvlenesucci... 354 C21H3804 002287-83-4 22
4 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 22
5 2-Ethylbutyric acid, 2-formylphe... 220 C13H1603 1000369-96-4 22
Abundance Scan 2780 (19.421 min): BG045648.D (-2775) (-) m/z 71.00 100.00%
m 117
5000 41
185 190 247,75 4 201 '~ 19.20 19,40 19.60 19.80
0 fr m/z 57.05 97 .50%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #176800: Bis(2-ethylhexyl) maleate
57 117
5000 RN BN BN I
29 19.20 19.40 19.60 19.80
83 m/z 117.05 95.77%
J il ‘H\ ‘ H‘ 153 185 229 297 341
mz> 0 50 100 150 200 250 300 350 400 450 '
Abundance
71
'~ 19.20 19,40 19.60 19.80
5000 43 m/z 99.95 68.04%
112
188
L S L A B P L B L S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #186656: Bis(2-ethylhexyl) methylenesuccinate
57 19.20 19.40 19.60 19.80
m/z 70.05 66.94%
113
5000
29 83
0 144169195 243 297325
mz> 0 50 100 150 200 250 300 350 400 450 ' 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060820\
Data File : BG045648.D

Acq On : 8 Jun 2020 18:56

Operator : CG/JU

Sample : L2904-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2,4,7,9-Tetrameth... 13.50 24_.0 ng 869895 3 14.59 725640 20.0
unknownl15.72 15.72 11.4 ng 415496 3 14.59 725640 20.0
3-Octadecene, (E)- 19.09 2.3 ng 96968 4 17.34 835472 20.0
Bis(2-ethylhexyl) ... 19.42 2.6 ng 109126 4 17.34 835472 20.0
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