LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On > 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 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-BG102119.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
1 3.173 8 14 27 rVB 103901 187763 8.68% 1.517%
2 5.112 337 344 352 rBV 100677 158377 7.32% 1.280%
3 5.606 421 428 440 rBV 474280 833352 38.53% 6.734%
4 7.216 694 702 722 rBV 501907 973792 45.03% 7.869%
5 7 .556 751 760 776 rBV 540276 957188 44.26% 7.735%
6 8.009 829 837 845 rBV 102525 182535 8.44% 1.475%
7 8.332 884 892 904 rBV 414629 728028 33.66% 5.883%
8 9.172 1027 1035 1049 rBV 273946 562220 26.00% 4 .543%
9 10.811 1306 1314 1325 rBV 111558 228653 10.57% 1.848%
10 13.261 1722 1731 1747 rBV 761211 1299675 60.09% 10.502%
11 14.090 1866 1872 1886 rBV 78389 142256 6.58% 1.150%
12 14.542 1942 1949 1956 rBVv4 37711 64418 2.98% 0.521%
13 14.636 1958 1965 1977 rVV2 217769 358936 16.60% 2.900%
14 15.018 2025 2030 2038 rvB2 27166 44414 2.05% 0.359%

15 16.129 2212 2219 2232 rBV 758092 1272364 58.83% 10.281%

16 17.386 2426 2433 2444 rBV 256785 457414 21.15% 3.696%

17 17.503 2449 2453 2459 rVB5 19823 31033 1.43% 0.251%
18 17.562 2459 2463 2468 rBV7 25122 35826 1.66% 0.289%
19 18.273 2579 2584 2590 rBV2 44879 77185 3.57% 0.624%
20 19.190 2736 2740 2744 rBV6 16385 28203 1.30% 0.228%
21 19.413 2773 2778 2781 rBV6 16065 30935 1.43% 0.250%
22 19.760 2834 2837 2841 rBV2 20560 24957 1.15% 0.202%
23 19.995 2868 2877 2887 rBV 1600423 2162740 100.00% 17.476%
24 20.288 2924 2927 2931 rBvV4 28486 42767 1.98% 0.346%
25 20.471 2955 2958 2964 rBvV4 39270 71120 3.29% 0.575%

26 20.747 3001 3005 3008 rBV 197520 240951 11.14% 1.947%
27 21.652 3154 3159 3168 rVB2 283258 526769 24.36% 4._.257%
28 24.848 3697 3703 3716 rVB3 230542 651453 30.12% 5.264%

Sum of corrected areas: 12375324
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043546.D
1500000
1000000
7.56
500000 5.61 722 833
9.17
B.17 5.11 8.01 10.81
O R B o B B L B e i A A B RS m et
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 1000 1050 1100 11.50 12.00 12.50
Abundance TIC: BG043546.D
19(99
1500000
1000000
13.26 16.13
21.65
500000
20.75
14.64 17.39
20. 47
14.09 141{%4 15.02 6 18.27 19.1_9.4119.7
O i o S S i m e e L e e L L
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG043546.D
1500000
1000000
500000 24.85
o e T T T e T T T e e e
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.17 20.57 ng 187763 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 9

Abundance Scan 13 (3.167 min): BG043546.D (-8) (-) m/z 73.10 100.00%

73.1
5000
43.1
55.1 87.1

| 3.20 3.30 3.40 3.50 3.60
| S — m/z 43.10 35.66%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000
43.0 320330340 3.50 3.60
55.0 87.0 m/z 87.10 27.64%
29.0
L RS AR AR RAARE RSARS RARRE RS RARES RS LRSS RS LRSS RARL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 LA UL IS LS IS U
3.20 3.30 3.40 3.50 3.60
5000 41.0 55.0 m/z 55.10 26.67%
29.0 ‘
et WL L es0 1120 100
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30.0 3.20 3.30 3.40 3.50 3.60

m/z 41.05 13.46%

5000 43.0 87.0
15.0 72.0
\ il 1 590 ‘
S K Y SN S —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.11 17.35 ng 158377 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 344 (5.112 min): BG043546.D (-337) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 e r S B S
4.80 5.00 520 5.40
83.1
e e o P32 | [ m/z 59.10  64.72%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I LR L L
59.0 480 500 520 540
m/z 101.10 23.65%
e 0 et
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59.0
480 500 520 540
5000 43.0 m/z 58.10 17.54%
31.0
15\.0 | ‘ ‘ | Il 69.0 87\.0
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #8358: 2-Hexanol, 2-methyl-
59.0 4.80 5.00 520 5.40
m/z 41.10 10.79%
5000
43.0 101.0
31.0 -
el [l se] 0 w0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.56 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.56 104.88 ng 957188 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16

Abundance Scan 761 (7.562 min): BG043546.D (-751) (-) m/z 132.10 100.00%
13%.1
5000 68.1 /\\
096.1 TrrrTrTTyTTT T T T T T T T T
40.1 541 ‘ 7.20 7.40 7.60 7.80
et bl 8O 8L L mz 68.10  38.27%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 AR RARAS AR RARAR N
7.20 7.40 7.60 7.80
310 70.0 m/z 134.10 31.22%
[ 40 %00 | o eeo | weo |
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 66.10 28.33%
67.0
80.0 91.0
54.0
e 220 W GO mre
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0 7.20 7.40 7.60 7.80
m/z 69.10 16.86%
5000
69.0
39.0 57.0 ‘
89.0 103.0 ‘
....l....‘l‘l‘..‘.l".‘.‘.l....l..‘?.gl....‘l...‘.l.‘l‘..ll.l.s.'.ol....| |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.54 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.59 ng 64418 Acenaphthene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Dithiacvclododecane 204 C10H20S2 038241-91-7 23
2 Divinvimethvl (acetoxvmethvD)silane 170 C8H1402Si 116065-60-2 22
3 3.4.6-Tri-0O-methvl-d-alucose 222 C9H1806 1000127-03-2 16
4 Allvl dithioisobutvrate 160 C7H12S2 063881-54-9 14
5 Uridine, 2"-0-methyl- 258 C10H14N206 002140-76-3 14
Abundance Scan 1949 (14.542 min): BG043546.D (-1942) (-) m/z 55.05 100.00%
58.0 871
5000
14.20 14.40 14.60 14.80
m/z 87.10 80.61%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #63728: 1,6-Dithiacyclododecane
54.0 870
5000 6o 14120 140 1460 1480
204.0 m/z 152.00 68.01%
”I“"'I""P"'I}?¥9I”"I""I"
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #38736: Divinylmethyl(acetoxymethyl)silane
87.0
14.20 14.40 14.60 14.80
m/z 208.00 62.42Y%
5000 61.0 1290 z 0
43.0
S | O T O e VI
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #79770: 3,4,6-Tri-O-methyl-d-glucose R . o
87.0 14.20 14.40 14.60 14.80
m/z 88.10 61.53%
71.0
45.0
5000
‘ 44.0
0l M0129.0 | 1999174,0190.0205.0 222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 unknownl15.02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.02 2.47 ng 44414 Acenaphthene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Trithiolane. 3.5-dimethvl- 152 C4H8S3 023654-92-4 35
2 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 35
3 trans-0-Dithiane-4.5-diol 152 C4H802S2 014193-38-5 22
4 2-T2-T2-T2-12-T2-12-T2-(2-Methox... 470 C21H42011 1000351-91-8 12
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 514 C23H46012 1000351-89-8 12
Abundance Scan 2030 (15.018 min): BG043546.D (-2025) (-) m/z 152.00 100.00%
55.1 87.0 15%.0
208.1
5000
106.0
39 LR BV I SR B
71.0 14.80 15.00 15.20 15.40
m/z 55.10 91.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25539: 1,2,4-Trithiolane, 3,5-dimethyl-
152.0
59.0
5000
92.0 14.80 15.00 15.20 15.40
m/z 87.00 87.24%
a1 76.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25532: 1,2,5-Trithiepane
152.0
" 14:80 15.00 15.20 15.40
5000 60.0 870 m/z 208.10 63.75%
270 106.0 124.0
...|.“:..|.“...“|‘...‘.‘,...l,.“...‘,.‘...,.. “'I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25521: trans-O-Dithiane-4,5-diol B B Rmas
152.0 14.80 15.00 15.20 15.40
108.0 m/z 59.00 44 .32%
5000 44.0
70,0 87-0
‘ ‘ 134.0
e Wl o
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.27 3.37 ng 77185 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 2583 (18.267 min): BG043546.D (-2579) (-) m/z 73.05 100.00%
73.0
411
5000
9.2 1291 185.2
213.2
| 157.0 256.0 18.00 18.20 18.40 18.60
IR m/z 60.10 82.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

60.0
5000 129.0

18.00 18.20 18.40 18.60

#u 1570 1gso 2130 2560 | M/Z 41.10  64.94%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
43.0 18.IOO 18.I20 18.I40 18!60
0
5000 120.0 m/z 43.15 61.20%
185.0 228.0
AL |
...,.L..HM..WHLW‘J ‘W..ﬁm..wh NI NN A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R EEmma
73.0 18.00 18.20 18.40 18.60
m/z 57.10 61.09%
43.0
5000
129.0
‘ 1710 2140
18?\,\”“””,\ “ h‘\ ol l4,9,9”\” T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18. 20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 2-methylhexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.47 2.70 ng 71120 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 59
2 Tetracosane 338 C24H50 000646-31-1 59
3 5-Butvl-5-ethvilpentadecane 296 C21H44 1000360-42-8 59
4 Tetradecane 198 C14H30 000629-59-4 53
5 Tricosane 324 C23H48 000638-67-5 53
Abundance Scan 2958 (20.471 min): BG043546.D (-2955) (-) m/z 57.10 100.00%
51.1
85.1
5000
154.2183 29110 247.0 2831 3234 1 20.20 20,40 20.60 20.80
: m/z 43.10 75.61%
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane
51.0
85.0
5000 L UL BN SULIL UL
2020 20.40 20.60 20.80
113.0 m/z 71.10 68.66%
141.0
29.0 L " 169-0197.0225.0253.0281.0 309.0337-0365.0
m/z--> 50 100 1%0 260 250 300 30
Abundance #175558: Tetracosane
57.0
85.0 20.20 20.40 20.60 20.80
5000 m/z 85.10 58.39%
113.0
” 1L LT eroasoou osozss oz 02003980
m/z--> 50 100 150 200 250 300 350
Abundance #141440: 5-Butyl-5-ethylpentadecane S LA o
57.0 20.20 20.40 20.60 20.80
m/z 55.10 46.21%
85.0
5000
113.0 155.0
239.0
\ ‘\ \ \‘ J\ | | \{ 183 0211 0 l 267.0
m/z--> 50 100 150 200 250 300 350 2020 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110719\
Data File : BG043546.D

Aca On : 7 Nov 2019 19:30

Operator :© JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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 9 Hexanedioic acid, bis(2-eth... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.75 9.15 ng 240951 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 91
2 Adipic acid. 2-ethvlhexvl octvl ... 370 C22H4204 1000324-48-6 90
3 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 59
4 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 58
5 Diisooctyl adipate 370 C22H4204 001330-86-5 52

Abundance Scan 3006 (20.753 min): BG043546.D (-3001) (-) m/z 129.10 100.00%
120.1
57.1
5000
84.1 ] 2411 20.40 20.60 20.80 21.00
207.1 241 : : : :
L jfo00 2071 °Fr . 2083 3410 | % T57 90 53.68%
miz--> 50 100 150 200 250 300 350
Abundance #196972: Hexanedioic acid, bis(2-ethylhexyl) ester
120.0
5000 RABSUABRUNEAUERE B
57.0 2040 20.60 20.80 21.00
200 m/z 55.10 37.16%
20| I ‘8?[',0 . ‘[ 160.0  212.0°*0 9750 31303410
miz--> 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
120.0
20.40 20.60 20.80 21.00
5000 m/z 71.10 33.21%
241.0
510 101
20 | |y st 1990 | 00
miz--> 50 100 150 200 250 300 350
Abundance #156389: Adipic acid, 2-ethylhexyl isobutyl ester T
120.0 20.40 20.60 20.80 21.00
m/z 70.10 27 .18%
5000
57.0 185.0
101.
, ,2?;0,\", L L) 1560 | 21202410 000 e
miz--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00

8270-BG102119.M Fri Nov 08 16:31:34 2019

Page: 10



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110719\
Data File : BG043546.D

Acq On > 7 Nov 2019 19:30

Operator : JU

Sample : K5723-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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]
Butane, 2-methoxy... 3.17 20.6 ng 187763 1 8.01 182535 20.0
2-Pentanone, 4-hy... 5.11 17.4 ng 158377 1 8.01 182535 20.0
unknown? .56 7.56 104.9 ng 957188 1 8.01 182535 20.0
unknownl14 .54 14.54 3.6 ng 64418 3 14.64 358936 20.0
unknownl15.02 15.02 2.5 ng 44414 3 14.64 358936 20.0
n-Hexadecanoic acid 18.27 3.4 ng 77185 4 17.38 457414 20.0
2-methylhexacosane 20.47 2.7 ng 71120 5 21.65 526769 20.0
Hexanedioic acid,... 20.75 9.2 ng 240951 5 21.65 526769 20.0
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