LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample - K3857-01

Misc :

ALS Vial : 8 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-BG071519.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 3.122 3 6 14 rVB2 420032 935603 1.02% 0.656%
2 3.205 14 20 35 rvB 926678 1903907 2.08% 1.334%
3 5.608 422 429 440 rBVY 1008004 1677914 1.83% 1.176%
4 7.194 692 699 717 rVB 689033 1189707 1.30% 0.834%
5 7.576 756 764 776 rBVY 1949353 3359143 3.67% 2.354%

8.111 850 855 863 rvB 733312 1122308 1.23% 0.786%
8.369 888 899 914 rvB 1677020 3028492 3.31% 2.122%
9.203 1030 1041 1052 rBV 1436524 2593016 2.83% 1.817%
10.849 1312 1321 1329 rBV 609560 1134479 1.24% 0.795%
13.293 1728 1737 1749 rVB 3911066 6134672 6.70% 4_.299%

=
QO ~NO®

11 14.662 1962 1970 1978 rBV2 972734 1603712 1.75% 1.124%
12 16.142 2215 2222 2230 rBV 2956945 4529869 4._95% 3.174%
13 16.941 2353 2358 2362 rBV 871448 1106101 1.21% 0.775%
14 17.400 2430 2436 2446 rVB 1139337 1795496 1.96% 1.258%
15 18.404 2603 2607 2612 rVB 742164 922743 1.01% 0.647%

16 19.644 2813 2818 2823 rVB 2486117 2780945 3.04% 1.949%
17 20.003 2873 2879 2891 rBV 6030861 8460752 9.24% 5.929%
18 20.690 2992 2996 3001 rvVB 1330159 1452744 1.59% 1.018%
19 21.648 3152 3159 3166 rBV2 1248900 2046742 2.24% 1.434%
20 23.228 3410 3428 3442 rBV 26758604 91539160 100.00% 64.144%

21 24.844 3693 3703 3712 rBV3 736290 2170494 2.37% 1.521%
22 24.956 3713 3722 3733 rVB2 407492 1221568 1.33% 0.856%

Sum of corrected areas: 142709567
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On - 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071519.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: BG041714.D
2.5e+07

2e+07
1.5e+07
le+07

5000000

7.58 8.37
330 5.61 7.19 8.11 9.20 10.85

Time--> 3.50 4.00 450 500 550 6.00 6.50 700 750 8.00 8.50 900 950 1000 10.50 1100 1150 1200 1250
Abundance TIC: BG041714.D

2.5e+07

2e+07

1.5e+07

le+07

20.00

5000000{ 13.29
16.14 19.64
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: BG041714.D
2323

2.5e+07

2e+07

1.5e+07

le+07

5000000

24546

e L .. il i i

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\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.20 33.93 ng 1903910 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.199 min): BG041714.D (-14) (-) m/z 73.10 100.00%
73

-

5000 43
55 87
3.20 3.30 3.40 3.50 3.60
et T s | M/Z 43.10 41.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 TIT[TT T T[T T T [TT T T [ TTTT[TTTT
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 31.21%
29
35 |11 | 67 |
B AL o e e o e SRR R R E R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87

3.20 3.30 3.40 3.50 3.60
5000 55 m/z 87.05 26.10%

d

T

‘79 .97 112 129
,,,,, R RN RREEE RS S e
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.16%
5000 43
58
N A O e O
m/z--> 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\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 unknown7.58 Concentration Rank 2

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

7.58 59.86 ng 3359140 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 765 (7.582 min): BG041714.D (-756) (-) m/z 132.00 100.00%
5000 68
P I 75 7 1o 78D 5bo
a9 | m/z 68.10  43.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A UL L L
7.20 7.40 7.60 7.80 8.00
21 m/z 134.00 34 .54%
"'|'“'H!'“'w!"|"“|""|“ [ L L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.18%
104
66
14 27 39 51 P 77T g9 | 15 “
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.05 17.17%
5000
33 44 105 ‘
'“|"L|"§q'ﬂ”ﬁ{'“hjh”l"“ [rrrrprrrrrrrrprT R N LS LR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 1-Hexanol, 2-ethyl- Concentration Rank 6

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

8.11 20.00 ng 1122310 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 64
3 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 45
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 45
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 45

Abundance Scan 855 (8.111 min): BG041714.D (-850) (-) m/z 57.10 100.00%
57
5000
41
70 83
98 7.80 8.00 8.20 8.40
WM,.."..,|!...',..11.2],....,....,....,....,?97.. m/z 41.10 33.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 AN SR LR RN AR
43 7.80 8.00 8.20 8.40
29 70 83 m/z 43.10 32.67%
18 J| || 9|8 112
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72873. Heptane, 1,1'-oxybis-
57
780 800 820 8.40
5000 m/z 55.10 26.46%
70
45 \‘ dk 83 %K 117 129 171
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12698: Heptane, 3,5-dimethyl- I A REEEE RS e
57 7.80 8.00 820 8.40
m/z 56.10 22.08%
5000
29 43
|l Ge® Jk
L L 83 | 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 820 8.110 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 6 n-Dodecyl methacrylate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.94 12.32 ng 1106100 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 91
3 Methacrvlic acid. tridecvl ester 268 C17H3202 1000340-28-9 90
4 6-Dodecene. (E)- 168 C12H24 007206-17-9 58
5 6-Dodecene, (2)- 168 C12H24 007206-29-3 46

Abundance Scan 2358 (16.941 min): BG041714.D (-2353) (-) m/z 69.10 100.00%

41

5000

T

16.60 16.80 17.00 17.20
m/z 41.10 83.66%

11

1
. 125140 155168 183197211 230

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105675: n-Dodecyl methacrylate
41

69

:

5000 55

16!60 16.I8O 17.IOO 17.20
m/z 87.10  74.23%

1

195140 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69 87
a1  EEma e R
16.60 16.80 17.00 17.20
5000 55 m/z 55.10 55.56%
111 140
2 125 | 153167 183 208 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117479: Methacrylic acid, tridecyl ester T T T
69 87 16.60 16.80 17.00 17.20
m/z 43.10 50.40%
5000 41 55
111
125 182
27 1411%% 169" 7196200 225 250 268
AR BT e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 7 1-Octadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.40 10.28 ng 922743 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
3 1-Tetradecene 196 C14H28 001120-36-1 83
4 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 76
5 Methacrylic acid, hexadecyl ester 310 C20H3802 1000340-29-2 70
Abundance Scan 2606 (18.399 min): BG041714.D (-2603) (-) m/z 69.10 100.00%
41
5000
NN BRI SN B
125 18.00 18.20 18.40 18.60 18.80
o 141154168 183196209 225239253 n/z 41.10  82.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104184: 1-Octadecene
43 57
83 o,
5000 AU SRR R I
29 18.00 18.20 18.40 18.60 18.80
m/z 87.05 75.17%
139154168182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105674: n-Dodecyl methacrylate
4 6!
87 U IR BN N
18.00 18.20 18.40 18.60 18.80
5000 55 m/z 55.05 62.29%
i ‘ | 125140 155168187 195 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58272: 1-Tetradecene e
43 57 18.00 18.20 18.40 18.60 18.80
70 83 m/z 43.10 61.79%
B I LA,NJ\J\JLA
15 || |l ! 125140154168 196
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 8 Cetene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.64 27.17 ng 2780950 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 95
2 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 91
3 Methacrvlic acid. hexadecvl ester 310 C20H3802 1000340-29-2 91
4 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 90
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 84
Abundance Scan 2817 (19.638 min): BG041714.D (-2813) (-) m/z 69.10 100.00%
41

5000

T

111 R RRERaEE L
127 153160 196 224 249267282 310 19.40 19.60 19.80 20.00

m/z 41.10 82.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81243: Cetene

-

5000
19.40 19.60 19.80 20.00

m/z 87.05 79 .56%

139

168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129373: Methacrylic acid, tetradecyl ester
69 87
a s R
19.40 19.60 19.80 20.00
5000 m/z 43.10 64 .54%
2 127 153168 196213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153148: Methacrylic acid, hexadecy! ester R AR REEEE e
69 87 19.40 19.60 19.80 20.00

m/z 55.10 62 .55%

5000

127 154 173 196 224 251267 292 310

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Methacrylic acid, heptadecy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.69 14.20 ng 1452740 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methacrvlic acid. heptadecvl ester 324 C21H4002 1000340-29-3 91
2 Methacrvlic acid. pentadecvl ester 296 C19H3602 1000340-29-1 91
3 Cetene 224 C16H32 000629-73-2 84
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 83
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 2996 (20.690 min): BG041714.D (-2992) (-) m/z 69.10 100.00%
60 87
41
5000
20.40 20.60 20.80 21.00
141
0 iy~ 160185 207224 252269 295 820 3% | 7z  87.10  86.85%
m/z--> 50 100 150 200 250 300 350
Abundance #164510: Methacrylic acid, heptadecy! ester
9
41
5000 LI UL UL SULLILE SULLE
20.40 20.60 20.80 21.00
n m/z 41.10 75.80%
1 .|L hl:?9157 182 210 238 263281 306324
m/z--> 50 100 150 200 250 300 350
Abundance #141289: Methacrylic acid, pentadecy! ester
9 87
20,40 20.60 20.80 21.00
5000 41 m/z 57.10 69.71%
111
11 Jy‘t L 141159 182 210 235253 278296
m/z--> 50 100 150 200 250 300 350
Abundance #81243: Cetene BRSSO
4 20.40 20.60 20.80 21.00
m/z 43.10 67.71%
83
5000
111
15 \ 6 ﬂ i J ¥139 168 196 224
m/z--> 50 100 150 200 250 300 350 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 10 Decanedioic acid, diisoocty... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.23 894.49 ng 91539200 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanedioic acid. diisooctvl ester 426 C26H5004 027214-90-0 62
2 Sebacic acid. di(2-methvlbutvl) ... 342 C20H3804 1000354-35-0 47
3 Cvcloheptanone. 2-ethvl- 140 C9H160 003183-41-3 35
4 Decanedioic acid. bis(2-ethvlhex... 426 C26H5004 000122-62-3 25
5 Azocine, octahydro- 113 C7H15N 001121-92-2 25
Abundance Scan 3428 (23.228 min): BG041714.D (-3410) (-) m/z 185.10 100.00%
57 185
112
5000 83
139 N S N
297 23.00 23.20 23.40 23.60
255
oL.3 13234255277 | 318340 369 397 427 m/z 57.10 83 48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220973: Decgnedioic acid, diisooctyl ester
185
297
5000 LB UL BULIULN B BUR
2300 23.20 23.40 23.60
143 255 m/z 70.10 75.33%
2] " ' l il U 2 N WU -3 S
m/z--> 50 100 150 200 250 300 350 400
Abundance #178449: Sebacic acid, di(2-methylbutyl) ester
185
" 23.00 23.20 23.40 23.60
5000 m/z 71.10 74 .27%
71 255
43 98 143
S N P N W R SR I
m/z--> 50 100 150 200 250 300 350 400
Abundance #18695: Cycloheptanone, 2-ethyl- R EEEam R
55 23.00 23.20 23.40 23.60
112 m/z 55.10 66 .24%
50001 83
J 140
,‘..{.].‘,....,.... — T T
m/z--> 50 100 150 200 250 300 350 400 2300 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041714.D

Aca On 18 Jul 2019 17:47

Operator : HP/JU

Sample : K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 11 Thiazolo[4,5-d]pyrimidine-5... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .96 11.26 ng 1221570 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazolol4.5-dIpvrimidine-5.7-di... 213 C6H7N5S2 171286-80-9 50
2 Oxalic acid. dodecvl 2-ethvlhexv... 370 C22H4204 1000309-39-5 47
3 Sebacic acid. ethvl 4-octvl ester 342 C20H3804 1000354-28-5 38
4 Sebacic acid. ethvl 3-oxobut-2-v... 300 C16H2805 1000355-77-2 38
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 14
Abundance Scan 3723 (24.961 min): BG041714.D (-3713) (-) m/z 213.10 100.00%
213
sooo] o/ J/\L
T 24150 24150 26,00 2520
171 - - - -
- ,l. Lid l A4 1289268295325 35 429 S04 sz 57.10  50.13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72034: Thiazolo[4,5-d]pyrimidine-5,7-diamine, 2-methylthio-
213
43
5000 A SRR AR MR
24.60 24.80 25.00 25.20
0119 10 m/z 71.10 30.77%
—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #196941: Oxalic acid, dodecyl 2-ethylhexyl ester
57
24.60 24.80 25.00 25.20
5000 m/z 70.10 27 .64%
g3 112
Tl ) e 2R
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #178390: Sebacic acid, ethyl 4-octyl ester B anEEass ens sy
213 24.60 24.80 25.00 25.20
m/z 43.10 23.88%
5000
185
55 gg 139
2, U T — S ot
m/z--> 50 100 150 200 250 300 350 400 450 500 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71819\
Data File : BG041714.D

Acq On 18 Jul 2019 17:47

Operator : HP/JU

Sample - K3857-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.M
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... 3.20 33.9 ng 1903910 1 8.05 1122310 20.0
unknown7 .58 7.58 59.9 ng 3359140 1 8.05 1122310 20.0
1-Hexanol, 2-ethyl- 8.11 20.0 ng 1122310 1 8.05 1122310 20.0
n-Dodecyl methacr... 16.94 12.3 ng 1106100 4 17.40 1795500 20.0
1-Octadecene 18.40 10.3 ng 922743 4 17.40 1795500 20.0
Cetene 19.64 27.2 ng 2780950 5 21.65 2046740 20.0
Methacrylic acid,... 20.69 14.2 ng 1452740 5 21.65 2046740 20.0
Decanedioic acid,... 23.23 894.5 ng 91539200 5 21.65 2046740 20.0

6

Thiazolo[4,5-d]py... 24.96 11.3 ng 1221570 24.84 2170490 20.0

8270-BG0O71519.M Fri Jul 19 17:22:47 2019 Page: 12



