LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 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 3.196 13 18 27 rVB 125989 229127 9.35% 1.268%
2 5.129 341 347 362 rBV 136983 224029 9.15% 1.240%
3 5.611 422 429 446 rBV 489425 869870 35.51% 4.815%
4 7.209 693 701 712 rBV 506389 986796 40.29% 5.463%
5 7.562 750 761 771 rBV 527243 974859 39.80% 5.397%
6 8.020 832 839 849 rBV 138779 247114 10.09% 1.368%
7 8.349 886 895 904 rBV 414245 757518 30.93% 4.193%
8 9.183 1027 1037 1057 rBV 274923 586665 23.95% 3.248%
9 10.829 1307 1317 1330 rBV 144149 322524 13.17% 1.785%
10 13.273 1726 1733 1747 rBV 835914 1437284 58.68% 7.957%

11 14.101 1865 1874 1890 rBV 100893 194402 7.94% 1.076%
12 14.648 1959 1967 1980 rBV2 310204 516706 21.10% 2.860%
13 16.140 2211 2221 2233 rBV 742679 1301642 53.14% 7.206%
14 17.391 2427 2434 2449 rBV 377067 664709 27.14% 3.680%

15 17.515 2451 2455 2460 rVB4 23313 34134 1.39% 0.189%
16 18.284 2579 2586 2591 rBV5 32552 60795 2.48% 0.337%
17 19.442 2779 2783 2792 rVB2 23681 40640 1.66% 0.225%
18 19.806 2841 2845 2851 rVB 24466 36054 1.47% 0.200%

19 20.000 2872 2878 2894 rBV 1714152 2449304 100.00% 13.559%
20 21.304 3095 3100 3110 rBvV4 73090 177191 7.23% 0.981%

21 21.663 3153 3161 3179 rBV2 467595 915615 37.38% 5.069%
22 21.845 3188 3192 3201 rVB3 45968 70513 2.88% 0.390%
23 22.450 3288 3295 3300 rBV3 76280 139959 5.71% 0.775%
24 23.138 3402 3412 3420 rBv4 111701 290726 11.87% 1.609%
25 23.296 3433 3439 3452 rVB4 59080 160960 6.57% 0.891%

26 23.849 3526 3533 3536 rBv4 19016 44813 1.83% 0.248%
27 23.937 3541 3548 3558 rVB3 104905 248640 10.15% 1.376%
28 24.336 3603 3616 3628 rBV3 110867 308985 12.62% 1.710%
29 24.865 3694 3706 3722 rBV3 381640 1114463 45.50% 6.169%
30 25.611 3823 3833 3844 rVB4 146811 480072 19.60% 2.658%

31 25.981 3888 3896 3906 rBv4 58111 167854 6.85% 0.929%
32 27.209 4089 4105 4117 rBvV4 171233 703632 28.73% 3.895%
33 27.327 4120 4125 4134 rVBS8 29155 82337 3.36% 0.456%
34 29.207 4427 4445 4461 rBVS5 163428 849099 34.67% 4_700%

8270-BG102119.M Fri Nov 01 16:49:41 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 31.733 4859 4875 4876 rBv4 116203 375119 15.32% 2.077%

Sum of corrected areas: 18064150
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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: BG043439.D
1500000
1000000
7.56
500000 5,61 et 8.35
9.18
3.20 5.13 8.02 10.83
ot - - o —.— ——— = S
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG043439.D
20L00
1500000
1000000
13.27
16.14
500000 21.66
17.39
14.65
14.10 21.30 22.45
oL 7.51 18.28 19.4419.8]| 1.84
A o e oL N s e o o Bt I B R e A e
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: BG043439.D
1500000
1000000
500000 24.86
27.21 )
234, 23942434 2261 o 29.21 31,73
235 ; JA
O e R e e e e e R R
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\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.20 18.54 ng 229127 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.202 min): BG043439.D (-13) (-) m/z 73.10 100.00%
7B
5000 43
55 87
37 1| 1 49 | 3.20 3.30 3.40 3.50 3.60
ol A e e W/Z 43.10  39.09%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 RS A U RN RARRN AR
43 O 3.20 3.30 3.40 3.50 3.60
07 87 m/z 55.10 30.02%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 55 m/z 87.10 29.16%
L 79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #1997. Silane, tetramethyl- ‘&y——y—y——y—y
73 3.20 3.30 3.40 3.50 3.60
m/z 71.20 12.88%
5000
o 29 37 ‘\ 52 59 65 |, 80 88
m/z--> 20 3'0 40 50 60 70 8 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\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 18.13 ng 224029 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 40
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 347 (5.129 min): BG043439.D (-341) (-) m/z 43.05 100.00%
43
59
5000
101 R
83 480 500 520 5.40
Obrrr 30l 83l 60 8 | 7, 59.10  64.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL I
59 480 500 520 540
m/z 101.10 21.82%
o 25 3! 37, | 8 o3 ‘N
I D" D A0 N S N N N T
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540
5000 m/z 58.10 15.94%
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LU SR SURLL AL SN SR SULELL SR SURLELIL SRR I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59 480 5.00 520 5.40
m/z 41.10 9.34%
5000
73 102
0 15 ‘ ‘\‘ ] 53\\ | | 87 ‘
"I"'W""P"'I'”'I"”I""P"'I'”'I"”I""P

m/z--> 10 20 30 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 3 unknown7.56 Concentration Rank 1

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

7.56 78.90 ng 974859 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 761 (7.562 min): BG043439.D (-750) (-) m/z 132.00 100.00%
132
5000 68
40 916 1ot 720 740 760 7.80
o h.,%. — T T T T m/z 68.10 43.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R P T R I
7.20 7.40 7.60 7.80
31 70 m/z 134.10 33.99%
0 ..!Jf?bn.,.. LR L UL UL LA UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
% o 720 740 760 7.80
5000 m/z 66.10 30.27%
31 ‘
0 "J“ﬁ'“t'|""|""|""|""|""|""|""
m/z--> 50 100 150 200 250 300 350 400
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 7.20 7.40 7.60 7.80

m/z 69.10 18.74%

5000
63 104
015‘31.94\ JI a bl
L L B o e e L AL o s s e

T
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 5 Tetracosyl heptafluorobutyrate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.30 3.87 ng 177191 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
2 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
4 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
Abundance Scan 3099 (21.299 min): BG043439.D (-3095) (-) m/z 57.05 100.00%
g7 h
5000 NM
139 21.00 21.20 21.40 21.60
191225 283
Ok, ...-“.1.4 A et || M7z 43.05 77.39%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #239098: Tetracosy! heptafluorobutyrate
57
97
5000 IR I B UL
21.00 21.20 21.40 21.60
m/z 55.05 58.26%
0 }81 222 264 336 381 532
miz-> 0 50 100 150 200 250 300 3éo 400 450 500 550 600 650
Abundance #240603: Triacontyl pentafluoropropionate
57
o7 21.00 21.20 21.40 21.60
5000 m/z 71.10 54.18%
39
oA i 391222264 306 343 420 465 Se6
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57 21.00 21.20 21.40 21.60
m/z 83.05 49_.19%
97
5000
}39
ot LA 1 18T 225 281 341376415 460 532 577 678
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 6 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.45 3.06 ng 139959 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3295 (22.450 min): BG043439.D (-3288) (-) m/z 57.10 100.00%
57
5000 85
113 141 183 911 282 22.20 22.40 22.60 22.80
ol L LML TS, 183 210 230 282303325 360 401428 | Y0 61, 20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000
85 22.20 22.40 22.60 22.80
29 m/z 43.10 56.17%
. I|J | 118 141 169 197 225 253 282
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #117636: Nonadecane
57
" 2220 22.40 2260 22.80
5000 85 m/z 85.10 42 .86%
29 s 268
141
0 ..J.ij..‘..l A.J.!,‘}?gﬂ%%7s%2?. e ————
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57 22.20 22.40 22.60 22.80
m/z 41.10 21.72%
5000 85
i } 113 141 169
ol b LWL 7 199 197 225 253 261 300 337 380
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 7 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.14 6.35 ng 290726 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 93
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 93
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3412 (23.138 min): BG043439.D (-3402) (-) m/z 57.10 100.00%
57
5000
% 22.80 23.00 23.20 23.40
141 183 . . . .
Ol ...‘,.1.1.4,‘.~..A.~,?. A s A0 S+ m/z 43.10 66.19%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48854: Dodecane, 2-methyl-
5
5000
22.80 23.00 23.20 23.40
99 141 m/z 71.10 62.02%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105898: Heptadecane, 8-methyl-
57
22.80 23.00 23.20 23.40
5000 m/z 85.10 44 _.93%
126
0 169 239
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 22.80 23.00 23.20 23.40
m/z 55.10 35.46%
5000
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 600 22'80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 8 unknown23.30 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.30 2.89 ng 160960 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 50
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 49
3 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 38
4 Cvclodecasiloxane. eicosamethvl- 740 C20H60010Si110 018772-36-6 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 27
Abundance Scan 3440 (23.302 min): BG043439.D (-3433) (-) m/z 221.05 100.00%
73 221
| \—“N]\V»—’\;J
355
281
5000
429
ISRV U AR SRR
107 1891 503 23.00 23.20 23.40 23.60
Obrrrr bbb -.-.-,'.1..1,..*..I',....,.. e || M/z 73.100 89.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
78 147 221 429
355
5000 281 SRR BB AR
Bmmmmmmm
m/z 147.10 75.73%
. | L 651
m/z--> 56 160 150 200 250 360 350 400 450 560 550 660 6%0
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73 23.00 23.20 23.40 23.60
5000 147 m/z 355.05 63.88%
281 341
o 109, | 189 | || L | L L 397429 517
m/z--> 56 160 150 200 250 300 350 400 4éo 560 séo 660 6%0
Abundance #228692: Hexasiloxane, tetradecamethyl-
78 221 23.00 23.20 23.40 23.60
147
m/z 281.10 53.76%
5000 281 o
443
o 36 189, ‘ .
m/z--> 56 160 1éo 200 250 300 350 400 4éo 560 séo 660 6%0 23. 00 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.94 4_.46 ng 248640 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 3549 (23.943 min): BG043439.D (-3541) (-) m/z 57.10 100.00%
57
5000 85
113 5360 23.80 24.00 24.90
141 169 197 221 23.60 23.80 24.00 24.20
ol bk | 289 197 221 aa9 282 309 342 m/z 43.10 60.99%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U

23 60 23. 80 24 00 24.20

m/z 71.10 60.49%
29 113
ol L] | | 141,169 107 225 253 296
ey
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57
23.60 23. 80 24 00 24.20
5000 85 m/z 85.10 45 _.25%
29
oLy |13 141 160 197 225 253 21 310
=71
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane R R e ]
57 23 60 23. 80 24 00 24. 20
m/z 55.10 20.18%
85
5000
113
oL 39 1) | A‘ | 1Mt 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 10 Hexasiloxane, tetradecamethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24 .34 5.55 ng 308985 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 58
3 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 25
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 22
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 14
Abundance Scan 3617 (24.342 min): BG043439.D (-3603) (-) m/z 221.10 100.00%
73 147 241
281
355
5000
429
503 24.00 24.20 24.40 24.60
0 S B~ PO | ,Lml ...l.‘,“?.l..,-....,....,....,.. m/z 73.05 93.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B 221
147
5000 281 L BRI BRI LA B
355 2400 24.20 24.40 24.60
443 m/z 147.10 78.59%
0 36: ' n e | l 32L31
mz-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73 24.00 24.20 24.40 24.60
5000 147 m/z 280.95 63.34%
281 341
o 109, 187{ L JL E73 429 517
m/z--> éo 160 1%0 200 250 300 350 400 4éo 560 séo 660 eéo
Abundance #242430: Cyclononasiloxane, octadecamethyl- R R A o
7 429 24.00 24.20 24.40 24.60
m/z 355.05 54 _.61%
147
5000 221 3%
281
o2 s | | L | T suses e
m/z--> 5'0 1(')0 1&1;0 200 250 300 350 400 450 5(')0 550 6(|)O 65'30 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 11 Piperidine, 1-(5-trifluorom... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.61 8.62 ng 480072 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 68
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
3 Nickel. bis(N.N.N"-trimethvl-o-p... 356 C18H26N4Ni 1000153-51-1 60
4 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 58
5 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 43
Abundance Scan 3833 (25.611 min): BG043439.D (-3823) (-) m/z 221.10 100.00%
221
73 147
281
5000 385
429 R SO
327 401 503 25.20 25.40 25.60 25.80 26.00
B O W .- - l L ) g6 PE8SS 7305 81, 79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H...
107 147
295
5000 175 228 LA L I L L L L L L L
55 201 25.20 25.40 25.60 25.80 26.00
m/z 147.10 80.65%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228692: Hexasiloxane, tetradecamethyl-
B 221
147
25.20 25.40 25.60 25.80 26.00
5000 281 355 m/z 281.00 54.21%
443
o 45 117 19u1. 2.51 323
iz B 100 150 20 20 3o 3o e 4o oo
Abundance #187717: Nickel, bis(N,N,N-trimethyl-o-phenylenediamine-N... e LA AL B o
47 25.20 25.40 25.60 25.80 26.00
m/z 355.00 50.34%
119 206
5000 356
177
oLl Ll 20 2 |
m/z--> 50 100 150 200 250 300 350 400 450 500 25.20 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 12 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.98 3.01 ng 167854 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 83
Abundance Scan 3896 (25.981 min): BG043439.D (-3888) (-) m/z 57.05 100.00%
57
5000 85
113
141169 210 239 205 498 25.60 25.80 26.00 26.20
ol ,J| Ll g G nn iR 30r 2> s 892 0 Tw/z 71.15  60.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane
57
5000 85
29 25.60 25.80 26.00 26.20
m/z 43.10 56.83%
o J (113141 169 197 225 53 282
m/z--> §0 160 1%0 260 2%0 360 3%0 460 4éo 560
Abundance #209565: Octacosane
57
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 44 .09%
29 113
ol || 241 169 197 225 253 281 300 337 365 304
m/z--> §0 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #223851: Hentriacontane
57 25.60 25.80 26.00 26.20
m/z 55.05 29.63%
5000
85
29 113 141 169 197
ol L 109197 225253280 300 351379407436 B B i
m/z--> 50 100 150 200 250 300 350 400 450 500 2560 2580 2600 2620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 13 unknown27.21 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
27.21 12.63 ng 703632 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 59
3 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 53
4 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15NO3 024451-17-0 35
5 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Si110 018772-36-6 25
Abundance Scan 4105 (27.209 min): BG043439.D (-4089) (-) m/z 221.05 100.00%
221
43 147
5000 281 355
l | T 7558 27100 27150 20 2756
503 : : : : :
O 28 L) U188 A6t e3s o 147.10  70.02%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B 221
147
5000 281 AR DA DU B
355 26.80 27.00 27.20 27.40 27.60
43 m/z 73.10 64.74%
0 36: ' | 139.1 3 Ll
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
B 147 221 429
255 26.80 27.00 27.20 27.40 27.60
5000 281 m/z 281.00 47.98%
475
o} SN ENSESIS I A.J.”J..”‘m.wlﬁu,”...”.“.ﬁ?a
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H... R B R B
107 147 26.80 27.00 27.20 27.40 27.60
m/z 355.05 45 _.50%
295
5000 228
I87
o““,j 'k ‘” N e —
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 26.80 27.00 27.20 27.40 27.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 14 unknown29.21 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
29.21 15.24 ng 849099 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
2 Piperidine. 1-(5-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 60
3 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 47
4 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 42
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
Abundance Scan 4446 (29.213 min): BG043439.D (-4427) (-) m/z 221.10 100.00%
7 A 4//\\“
73
281 355
5000
I b 70180 5950 39130 2540 20160
503 . : . : .
Ol ek ke, ??A?.l ....,..l.‘,‘??..,.??.s,....,....,.. m/z 147.10  80.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B 221
147
5000 281 R AR RN SRR
355 28'80 29.00 29.20 29,40 29.60
443 m/z 73.10 63.81%
v | )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H...
107 147
205 28.80 29.00 29.20 29.40 29.60
5000 228 m/z 355.05 54 _.51%
I87
ou“,j .L” .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
78 147 221 429 28.80 29.00 29.20 29.40 29.60
m/z 281.00 52.50%
355
5000 281
475
Ol e A.J.”J..”‘m.wlﬁu,”...”.“.ﬁ?a et e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 2880 2900 29.20 29.40 29.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043439.D

Aca On : 31 Oct 2019 18:24

Operator :© JU

Sample - K5587-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 15 Cyclononasiloxane, octadeca... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
31.73 6.73 ng 375119 Perylene-di12 24.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 78
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 74
3 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 72
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO03 024451-17-0 37
Abundance Scan 4874 (31.728 min): BG043439.D (-4859) (-) m/z 221.10 100.00%
221
147
73
5000 281 g5p
{ \ 429 5140 5160 5180 3200 |
503 - - -
D 0 IS SEATS | .3.?.[ ol W/ 147.05  73.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147 AR AR AR
281 3140 31.60 31.80 32.00
m/z 73.10 62.32%
0 109 .| 189} | || lll 397429 517
m/z--> 50 100 150 200 250 360 350 400 4éo 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
7B 147 221 429
255 31.40 31.60 31.80 32.00
5000 281 m/z 281.00 47 .29%
475
o} SN ENSESIS I A.J.”J..”‘m.wlﬁu,”...”.“.ﬁ?a
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl- e R
73 221 31.40 31.60 31.80 32.00
147
m/z 355.10 41.86%
5000 281 oo
443
o 36 189, ‘ .
m/z--> %1®ﬁom2mmom4m£oﬁ5%®o® 31.40 31.60 31.80 32.00

8270-BG102119.M Fri Nov 01 16:49:48 2019 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG103119\

Data File : BG043439.D

Acq On : 31 Oct 2019 18:24

Operator : JU

a?ggle ; K5587-15 v
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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 18.5 ng 229127 1 8.02 247114 20.0
2-Pentanone, 4-hy... 5.13 18.1 ng 224029 1 8.02 247114 20.0
unknown? .56 7.56 78.9 ng 974859 1 8.02 247114 20.0
Tetracosyl heptaf... 21.30 3.9 ng 177191 5 21.66 915615 20.0
Eicosane 22.45 3.1 ng 139959 5 21.66 915615 20.0
Dodecane, 2-methyl- 23.14 6.3 ng 290726 5 21.66 915615 20.0
unknown23.30 23.30 2.9 ng 160960 6 24.86 1114460 20.0
Heneicosane 23.94 4.5 ng 248640 6 24.86 1114460 20.0
Hexasiloxane, tet... 24.34 5.5 ng 308985 6 24.86 1114460 20.0
Piperidine, 1-(5-... 25.61 8.6 ng 480072 6 24.86 1114460 20.0
Octacosane 25.98 3.0 ng 167854 6 24.86 1114460 20.0
unknown27.21 27.21 12.6 ng 703632 6 24.86 1114460 20.0
unknown29.21 29.21 15.2 ng 849099 6 24.86 1114460 20.0
Cyclononasiloxane... 31.73 6.7 ng 375119 6 24.86 1114460 20.0
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