LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On : 27 Jun 2019 18:19 Instrument :
Operator : HP/JU BNA_G

Sample  : K3539-03 UGl el
Misc i MH-J-A-SETTLED-2H
ALS Vial : 3 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-BG062619 .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 4 _.558 246 250 257 rVB 71292 99194 3.37% 0.664%
2 5.568 416 422 431 rBV 202404 344187 11.71% 2.305%
3 7.078 674 679 685 rVB 46608 67070 2.28% 0.449%
4 7.190 692 698 713 rVB 121496 248760 8.46% 1.666%
5 7.425 733 738 750 rBV2 37022 67188 2.29% 0.450%
6 7.554 754 760 773 rVB 429050 769160 26.17% 5.150%
7 8.030 835 841 850 rVB 104244 183770 6.25% 1.231%
8 8.353 888 896 908 rBV 436886 753078 25.62% 5.043%
9 9.135 1023 1029 1035 rBV 158676 249392 8.49% 1.670%
10 9.211 1035 1042 1055 rVB 378763 679287 23.11% 4 .549%
11 9.528 1091 1096 1102 rVB2 24491 34734 1.18% 0.233%

12 10.850 1315 1321 1330 rBV 123967 227802 7.75% 1.525%
13 13.294 1730 1737 1745 rBV 1127459 1663510 56.60% 11.139%
14 14.123 1873 1878 1884 rVB 23667 37192 1.27% 0.249%
15 14.440 1927 1932 1938 rBV2 21179 34244 1.17% 0.229%

16 14.675 1965 1972 1987 rBV2 236546 375255 12.77% 2.513%
17 16.167 2219 2226 2237 rBV 945196 1446835 49.23% 9.688%
18 17.425 2434 2440 2453 rVB2 328026 489021 16.64% 3.275%
19 18.283 2579 2586 2597 rBV 162357 311449 10.60% 2.085%
20 19.552 2796 2802 2808 rBV 136273 212284 7.22% 1.421%

21 20.028 2876 2883 2892 rBV 2300018 2939107 100.00% 19.680%

22 20.292 2924 2928 2933 rVB3 30769 31436 1.07% 0.210%
23 20.786 3008 3012 3016 rBV2 35353 41699 1.42% 0.279%
24 21.291 3093 3098 3102 rVB 53050 68953 2.35% 0.462%

25 21.696 3161 3167 3176 rBV2 360075 579476 19.72% 3.880%

26 21.831 3186 3190 3196 rVB 108316 152649 5.19% 1.022%
27 22.442 3288 3294 3302 rVB 174555 285495 9.71% 1.912%
28 23.142 3405 3413 3420 rBvV 233757 459655 15.64% 3.078%
29 23.952 3543 3551 3561 rVB 217319 479328 16.31% 3.210%
30 24.904 3703 3713 3719 rBV2 173957 457194 15.56% 3.061%

31 24.981 3719 3726 3738 rVB 191838 531812 18.09% 3.561%
32 26.044 3898 3907 3917 rVB4 111335 337180 11.47% 2.258%
33 26.943 4054 4060 4072 rVB4 17385 62084 2.11% 0.416%
34 27.419 4131 4141 4154 rVB4 50348 171896 5.85% 1.151%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03 e
Misc :

ALS Vial : 3 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

Method = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 29.058 4416 4420 4431 rVBS8 14532 42744 1.45% 0.286%

Sum of corrected areas: 14934120
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On : 27 Jun 2019 18:19

Operator : HP/JU

ﬁ?ggle i K3539-03 MH-J-A-SETTLED-2H
ALS Vvial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG062619 .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: BG041493.D

2000000
1500000
1000000

500000 7.55 8.35 9.21
5.57 ods

Time--> 3.50 400 450 500 550 600 650 7.00 7.50 800 850 900 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041493.D

20,03

2000000

1500000

13.29
1000000 16.17

500000
14.68 1742 e

' 18.28 19.55 o109 PLES 2244
14.124.44[[ | 2029 20.79 <%

O o AL e s s e e s L B e i e i e L B

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: BG041493.D

2000000

1500000

1000000

500000
23.14 23.95 224988

26.04
A 26.94 2742 29.06

O P T T T e T T T T e e e e e 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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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclotrisiloxane, hexamethyl- Concentration Rank 9

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

4._.56 10.80 ng 99194 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803S13 000541-05-9 90
2 Arsenous acid. tris(trimethvlsil... 342 C9H27As03Si3 055429-29-3 64
3 BenzolhTlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 64
4 Cvclohexane-1.3-dione. 2-allvlam... 207 C12H17NO2 104926-37-6 43
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 39

Abundance Scan 250 (4.558 min): BGO414(1b93.D(—246) ) m/z 206.95 100.00%
207
5000
191 420 440 460 480
40 96 115133 163 . . . .
Oberrprrertrrrerris bbb e e e || M/z 20800 24 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, hexamethyl-
207
5000 LI LI L L L LB BNLL LI B
420 4.40 4.60 4.80
m/z 208.85 13.08%
96 133 191
ol 2845 75 | 115 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207
‘IIIIIIIIIIIIIIIIIIIIIII
420 4.40 4.60 4.80
5000 m/z 190.90 9.24%
73 105 133
ol 27 4 J {‘149165 239 327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance

420 440 4.60 4.80
m/z 132.90 5.04%

#67018: Benzo[h]quinoline, 2,4-dimethyl-
2

5000

76 102 139 165 191

51

4.20 4.40 4.60 4.80

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Cyclotetrasiloxane, octamet... Concentration Rank 13

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

7.08 7.30 ng 67070 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4 000556-67-2 78
2 Benzoic acid. 4-methvl-2-trimeth... 296 C14H2403Si2 1000153-59-3 59
3 4H-1.2.4-Triazole-3-thiol. 4-all... 281 C16H15N3S 031803-13-1 53
4 2-(4-Chlorophenv)-5.7-dimethvli... 281 C16H12CIN3 1000305-50-9 53
5 7H-Dibenzo[b,g]carbazole, 7-methyl- 281 C21H15N 003557-49-1 50

Abundance Scan 679 (7.078 min): BG041493.D (-674) (-) m/z 281.00 100.00%
281
5000
193 265 680 7.00 7.0 7.40
73 133 177 249 6.80 7.00 7.20 7.40
Ol e e i e b A bbb | M/Z 282.00  29.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141484: Cyclotetrasiloxane, octamethyl-
281
5000 U L S L I
6.80 7.00 7.20 7.40
103 m/z 283.00 15.29%
20 45 73 g310311815°149165 | 208223 249 265
m/z--> 20 45 60 85 100 120 140 160 180 200 220 240 2éo 280 360

Abundance #140717: Benzoic acid, 4-methyl-2-trimethylsilyloxy-, trim...
281
e
3 6.80 7.00 7.20 7.40
5000 m/z 264.90 10.90%
45 207223
o ] g9 105 133 ‘\ %165 180 247263 | 206
R A L A ma A R ade e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #128309: 4H-1,2,4-Triazole-3-thiol, 4-allyl-5-(1-naphthylm...

6.80 7.00 7.20 7.40
m/z 192.90 10.61%

281

167

5000

6.80 7.00 7.20 7.40

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Urea, tetramethyl- Concentration Rank 12

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

7.42 7.31 ng 67188 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. tetramethvl- 116 C5H12N20 000632-22-4 78
2 T2-(N.N-DimethvI)1-1.2-propanedi... 102 C5H14N2 1000133-38-7 50
3 Ethanol. 2-T(1l-methvlethvDaminol- 103 C5H13NO 000109-56-8 50
4 Hvdrazinecarboxamide. 2-(l-methv... 115 C4HIN30 000110-20-3 38
5 2,2-Diethylacetamide 115 C6H13NO 001114-38-1 36

Abundance Scan 737 (7.419 min): BG041493.D (-733) (-) m/z 72.00 100.00%
7’
5000
44 116
58 99 7.00 7.20 7.40 7.60 7.80
O e B A ] e m m e SR m/z 44.00 25.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7993: Urea, tetramethyl-
7’
5000 R R AL LU
116 7.00 7.20 7.40 7.60 7.80
44 m/z 116.00 25.72%
5 28 56 85 101
s S R RN AR RARAS RAARA RARRS RARAS RRARS RARAN WARRS LRSS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4390: [2-(N,N-Dimethyl)]-1,2-propanediamine
7’
700 7.20 7.40 7.60 7.80
5000 m/z 42.10 20.28%
ol 4 15 ) N N 102
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4621: Ethanol, 2-[(1-methylethyl)amino]-
30 7’ 7.00 7.20 7.40 7.60 7.80
m/z 58.00 6.94%
5000
44 88
56
0"|"”|"}ﬁ"ﬂ”“'?ﬁjih'l'Jli"“l “'W""P"'}R%'I'”'I"
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60 7.80
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 unknown7.55 Concentration Rank 1

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

7.55 83.71 ng 769160 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 759 (7.548 min): BG041493.D (-754) (-) m/z 131.95 100.00%
5000 68
© s |l P J TR T Tk 7k
0 o m/z 68.00 47 .33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL U UL L I
7.20 7.40 7.60 7.80
31 51 78 m/z 65.95 35.42%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
7.20 7.40 7.60 7.80
5000 97 m/z 134.00 32.52%
70
31
0 4\4 l 6‘0\ ! | 8§ ! 106 116 !
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B L L L
57 132 7.20 7.40 7.60 7.80
24 m/z 68.95 24 .25%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03 e
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Trimethylamine, compd. with... Concentration Rank 3

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

9.13 27.14 ng 249392 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trimethvlamine. compd. with bora... 73 C3H12BN 000075-22-9 50
2 Diamide 172 C6H12N402 010465-78-8 37
3 Methvl acetvlalvcinate 131 C5H9NO3 001117-77-7 33
4 N-Methvl-1-phenvl-2-butanamine 163 C11H17N 084952-60-3 28
5 N-lIsopropylethylenediamine 102 C5H14N2 019522-67-9 25

Abundance Scan 1028 (9.129 min): BG041493.D (-1023) (-) m/z 72.00 100.00%
7
5000 %8 A\
45 89 BRSNS AR AR
8.80 9.00 9.20 9.40
o....,....,“l]..:|,..-.,.!-..,1‘.’4..1.17,....,?4.7..,...., m/z 58.00 51.32%

m/z--> 20 40 60 80 100 120 140 160
Abundance #723: Trimethylamine, compd. with borane (1:1)
e
58
5000

8.80 9.00 9.20 9.40

30 42 m/z 59.00 20.23%
15
o RS
m/z--> 20 40 60 80 100 120 140 160
Abundance #39959: Diamide
°
Ry
8.80 9.00 9.20 9.40
5000 m/z 89.00 16.38%
15 42
ol | 28 %6 | g7 116 129 144 172
o B e T B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #13827: Methyl acetylglycinate R i e
3 4 2 8.80 900 920 940

m/z 45.00 15.71%

5000 99
89
15
0 | M ‘ I ‘ | ] “ ‘ 113 13\1

m/z--> 20 80 100 120 140 160 8.80 O. OO 9. 20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03 e
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclopentasiloxane, decamet... Concentration Rank 16

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

9.53 3.05 ng 34734 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentasiloxane. decamethvl- 370 C10H3005S15 000541-02-6 91
2 4-Hvdroxvmandelic acid. ethvl es... 340 C16H2804Si?2 1000071-53-3 38
3 3-Hvdroxvmandelic acid. ethvl es... 340 C16H2804Si?2 1000071-88-9 38
4 4-Trimethvisilvl-9.9-dimethvl-9-... 282 C17H22Si2 058263-56-2 37
5 4-(2-Acetylamino-1-(trimethylsil. .. 339 C16H29N03Si2 1000373-43-5 37

Abundance Scan 1096 (9.528 min): BG041493.D (-1091) (-) m/z 73.00 100.00%
7B
267
355
5000
40 193 000 940 050 950
162 223 2419 325 9.20 9.40 9.60 9.80
o b 22 R m/z 266.90 75.28%
m/z--> 50 100 150 200 250 300 350
Abundance #196318: Cyclopentasiloxane, decamethyl-
355
73
267
5000 S SARLUSEAE SRR SRR
9.20 9.40 9.60 9.80
m/z 355.00 55.32%
27 45 103 133 162 193 223 249 | 293 323 |
m/z--> 50 100 150 200 250 300 350
Abundance #176393: 4-Hydroxymandelic acid, ethyl ester, di-TMS
267
920 940 960 9.80
5000 73 m/z 267.90 23.06%
L 45 || 105 4716919 295 | 207 325
m/z--> 50 100 150 200 250 300 350
Abundance #176392: 3-Hydroxymandelic acid, ethyl ester, di-TMS e
73 267 9.20 9.40 9.60 9.80
m/z 356.00 18.90%
5000
. 5 | 103 130" \ 179 207 237 | 207 325
m/z--> 50 1c')o 150 200 250 300 350 020 940 9.60 9.80

8270-BG062619.M Fri

Jun 28 16:32:47 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03 e
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.28 12.74 ng 311449 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2586 (18.283 min): BG041493.D (-2579) (-) m/z 73.00 100.00%

43 73
5000

157 185 -------------------
256 18100 18.20 18.40 18.60

0 m/z 43.05 85.01%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72647: Tridecanoic acid

5000 e AEEEE mEa
18. OO 18 20 18. 40 18. 60

m/z 60.00 84 .39%

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
6)
B O LA e e
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 75.87%
83
157 185 213 256
| hoz J
04 ..,....,....,....,....,....,....,...
m/z--> 50 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid
43 | 73 18.00 18.20 18.40 18.60
m/z 41.00 72 .44%
5000 129
97
i 175 241 284
157 13
ol Mg 2on L s |
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60

8270-BG062619.M Fri Jun 28 16:32:48 2019 Page: 10



8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.55 8.68 ng 212284 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 2802 (19.552 min): BG041493.D (-2796) (-) m/z 43.10 100.00%
2000 VMNWMM_MNMMM_}k\\thxNﬂmewa
19.20 19.40 19.60 19.80
0 m/z 73.00 95.97%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
/8 73
19.20 19.40 19.60 19.80
9 185 oa 284 m/z 60.00 85.90%
o 15 " .l15.7 | | 2].'3 L I 265 \
m/z--> 50 100 1éo 260 250 360 3éo
Abundance #95855: Pentadecanoic acid
43 73
19.20 19.40 19.60 19.80
5000 129 m/z 55.00 85.79%
‘\97 - 199 242
o) .‘. ‘. IJ .’ .IJ‘ .'hlL .“L.“. "ll L F‘?epl ‘i i — I‘\ T
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L B e
43 19.20 19.40 19.60 19.80
m/z 41.00 77 .90%
73
5000 284
129
97
. B A R TR
m/z--> 5'0 1(')0 150 200 251,0 300 35'30 19.'20 19.'40 19.|60 19.|80 '

Jun 28 16:32:48 2019

MH-J-A-SETTLED-2H
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Eicosane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
21.29 2.38 ng 68953 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3098 (21.291 min): BG041493.D (-3093) (-) m/z 57.00 100.00%
57
113 140 1 21.00 21.20 21,40 21.60
14 183 225 253 282 . . . .
ol LA LA Me. 28 e s o 43500 74.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LR B BIUR BA B
mmmmmmmm
m/z 71.00 64 .20%
L2 | ‘141 169 197 225 253 282
m/z--> éo 160 150 200 250 300 3éo 460 '
Abundance #223852: Hentriacontane
57
1 21.00 21.20 21,40 21.60
5000 85 m/z 85.10 49 .61%
113 149
o [ || |77, 141 169 197 205 253 261 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #209566: Octacosane A E R o A e
57 21.00 21.20 21.40 21.60
m/z 41.00 35.61%
- I \Mwwwvmﬂhmw¢¢hNﬂuMWJNva*ww
29
ol || | M3 141 169 197 225 253 281 309 337 365 394
IIII""I""I""I""I""I""I""I""I I AR A DA A
m/z--> 50 100 150 200 250 300 350 400 mmmmmmmm

Jun 28 16:32:49 2019

MH-J-A-SETTLED-2H
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.83 5.27 ng 152649 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90

Abundance Scan 3190 (21.831 min): BG041493.D (-3186) (-) m/z 57.00 100.00%
57
5000 \
9 14 ' 21160 2180 22.00 22.20
oAb bbby 183 225 281 s | M/Zz 43.10 74.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57
5000 LR BRI SURBULE BB U
21 60 21. 80 22. 00 22 20
99 m/z 71.05 63.23%
oh | (41 183 205 281 337 394
m/z--> 6 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57
' 21160 2180 22.00 22.20
5000 m/z 85.10 44 .62%
97
ol 26 ] 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #175557: Tetracosane
57 21.60 21.80 22.00 22.20
m/z 41.00 28.87%
5000
9
0 26 ] , 141 183 225 267 338
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660 21 60 21. 80 22. 00 22 20

Jun 28 16:32:49 2019

MH-J-A-SETTLED-2H
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03 e
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Dodecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22 .44 9.85 ng 285495 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3294 (22.442 min): BG041493.D (-3288) (-) m/z 57.10 100.00%
g7
85
5000

22.20 22.40 22.60 22.80

141 169 197515238 267
N A " J7215238 267 309 387 m/z 43.05  76.08%
m/z--> 50 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 L B LI L B

22. 20 22. 40 22 60 22. 80
m/z 71.05 67 .50%

0 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
e RRA R R
85 22.20 22.40 22.60 22.80
5000 m/z 85.05 52.07%
29 141
Ll | e
e —
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R BN RS SR LSS S
57 22. 20 22. 40 22 60 22. 80
m/z 55.00 29.85%
5000 85
29 113
oL T j e g lfl 169 197 225 253 295 323 367
i T = s e
m/z--> 50 100 150 200 250 300 350 22. 20 22.40 22.60 22.80

8270-BG062619.M Fri Jun 28 16:32:50 2019 Page: 14



8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Heptacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.14 15.86 ng 459655 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3413 (23.142 min): BG041493.D (-3405) (-) m/z 57.00 100.00%
57
5000 85 Jf\w__
rprrrrprTrT T T T T TTTa
113 141 183 221 22.80 23.00 23.20 23.40
- .\, A A 288 221 252 281300 355 429 | T3 40 65.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 AU AR
22:80 23.00 23.20 23.40
29 m/z 71.05 61.17%
o1, J 1 J141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.05 49.91%
29
oL i) {113 141 169 197 225 253 281 300 337 380
m/z--> 55 100 1éo 260 250 300 350 400
Abundance #175556: Tetracosane T TR
57 22.80 23.00 23.20 23.40
m/z 55.00 30.08%
85
5000
29
. L1 | M3 241 160 197 225 253 281 309 338
m/z--> 5'0 100 150 2(')0 250 300 3&1,0 400 22.80 23.00 23.20 23.40

Jun 28 16:32:50 2019

MH-J-A-SETTLED-2H
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heneicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.95 18.03 ng 479328 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tetratetracontane 619 C44H90 007098-22-8 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 3551 (23.952 min): BG041493.D (-3543) (-) m/z 57.05 100.00%
57
5000
. R e R
141 13 23.60 23.80 24.00 24.20
bk A L i 225 (BB 822 365 e M/Z 43.05  65.84%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141425:; Heneicosane
57
5000 AUV
23.60 23.80 24.00 24.20
99 m/z 71.05 61.73%
o 151 | 141 183 225 296
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
23.60 23.80 24.00 24.20
5000 m/z 85.05 50.43%
97
ol 26 ; 141 183 225 267 309 351 393 435 491 535574 617
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane S e Ea S R
57 23160 23.80 24.00 24.20
m/z 55.00 28.36%
5000
ol 26 141 183 225 267309 380
mz-> 0 5'0 100 150 200 250 300 350 400 450 500 550 600 2360 23.80 24.00 24.20

Jun 28 16:32:51 2019

MH-J-A-SETTLED-2H
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03 e
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Heneicosane, 11-(1-ethylpro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.90 17.19 ng 457194 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3712 (24.898 min): BG041493.D (-3703) (-) m/z 57.10 100.00%
57
5000 85
113 24.60 24.80 25.00 25.20
141 169
ol B b by Y 169 197 225 25371295 328 856 o7 a3 05 72.10%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 LA AR
29 24.60 24.80 25.00 25.20
m/z 71.05 60.04%
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #141424:; Heneicosane
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.05 47 .69%
0 z\lgt J\ I n’ 1:‘1‘311‘}1 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- e REREEREmEEEELES SRR
43 24.60 24.80 25.00 25.20
- m/z 55.00 26.23%
5000
9 127
o ALyl T 185 183202 225 253 295 337
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20

8270-BG062619.M Fri Jun 28 16:32:51 2019 Page: 17



8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 16 Hexacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
26.04 12.68 ng 337180 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Docosane 310 C22H46 000629-97-0 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3906 (26.038 min): BG041493.D (-3898) (-) m/z 57.10 100.00%
57 M
5000
99 " 25.80 26.00 26.20 26.40
141 183 : : : :
O A A L2 102285 267 309301 | m/z 43.00 66.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 LRSI U SRR UL B
%m%m%m%m
99 m/z 71.10 65.85%
ol | , 141 183 225 267 309 367
| R IIII""IIIII R S N D D D B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
" 25.80 26.00 26.20 26.40
5000 m/z 85.05 45 .58%
97
ol 26 ] 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #223851: Hentriacontane
57 25.80 26.00 26.20 26.40
m/z 55.00 26.68%
5000
9
ol 26/ 1| 141 183 225 267 309 351 303 436
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 450 5(')0 séo 6(|)O 25. 80 26. 00 26. 20 26. 40

Jun 28 16:32:52 2019

MH-J-A-SETTLED-2H
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 17 Heptasiloxane, hexadecamethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
26.94 2.33 ng 62084 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 64
2 1.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 35
3 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15N03 024451-17-0 32
4 Indole. 2-(2.4-dimethvlphenvl)- 221 C16H15N 062663-29-0 30
5 Benz[j]isoquinoline, 3,6,8-trime... 221 C16H15N 061171-16-2 30

Abundance Scan 4059 (26.937 min): BG041493.D (-4054) (-) m/z 221.00 100.00%
221
73
281
5000 147 355
45 429 L B I e o e
| | 1?T| | 176 | | 2?9 | 3%7 | | 26.60 26.80 27.00 27.20
ob i T b L b gt m/z 73.00 77.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147 AU SUNSE DU
281 341 26.60 26.80 27.00 27.20
051 m/z 281.00 64 .55%
oL %5 117, 191 Ll l3111 L E71397 429 517
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #225661: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy....
7B
147 26.60 26,80 27.00 27.20
5000 267 m/z 147 .00 41.63%
355 429
a5 207 }
0"w"'w"'w"'w"'|”"|”'J|”"|'“'|'”'|'”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-... R E e o
221 26.60 26.80 27.00 27.20
m/z 355.00 35.29%
5000 120 e
77
S I P L%
m/z--> 50 100 150 200 250 300 350 400 450 500 26.60 26.80 27.00 27.20

Jun 28 16:32:52 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\

Data File : BG041493.D

Aca On 27 Jun 2019 18:19

Operator : HP/JU

Sample - K3539-03 e
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 18 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27 .42 6.46 ng 171896 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 2-methvlhexacosane 380 C27H56 1000376-72-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 4141 (27.419 min): BG041493.D (-4131) (-) m/z 57.10 100.00%

85
5000

5

27.20 27.40 27.60 27.80

283
m/z 43.05 72 .76%

33155177197 995 247

0!
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane

-

5000 85 T
2720 2740 2760 27.80
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Abundance #202663: 2-methylhexacosane
57
T T T
85 27.20 27.40 27.60 27.80
5000 m/z 85.00 58.02%
113
L2 ‘ L U7 169 197 225 253 281 309 337 365
L A e i e | B B e o
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062719\

Data File : BG041493.D

Acq On : 27 Jun 2019 18:19 Instrument :
Operator : HP/JU BNA_G

Sample - K3539-03 ClientSampleld :
Misc : MH-J-A-SETTLED-2H
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_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]
Cyclotrisiloxane, ... 4._.56 10.8 ng 99194 1 8.03 183770 20.0
Cyclotetrasiloxan. .. 7.08 7.3 ng 67070 1 8.03 183770 20.0
Urea, tetramethyl- 7.42 7.3 ng 67188 1 8.03 183770 20.0
unknown7 .55 7.55 83.7 ng 769160 1 8.03 183770 20.0
Trimethylamine, c... 9.13 27.1 ng 249392 1 8.03 183770 20.0
Cyclopentasiloxan. .. 9.53 3.0 ng 34734 2 10.86 227802 20.0
Tridecanoic acid 18.28 12.7 ng 311449 4 17.42 489021 20.0
Octadecanoic acid 19.55 8.7 ng 212284 4 17.42 489021 20.0
Eicosane 21.29 2.4 ng 68953 5 21.70 579476 20.0
Octacosane 21.83 5.3 ng 152649 5 21.70 579476 20.0
Dodecane, 2-methyl- 22 .44 9.8 ng 285495 5 21.70 579476 20.0
Heptacosane 23.14 15.9 ng 459655 5 21.70 579476 20.0
Heneicosane 23.95 18.0 ng 479328 6 24.98 531812 20.0
Heneicosane, 11-(... 24.90 17.2 ng 457194 6 24.98 531812 20.0
Hexacosane 26.04 12.7 ng 337180 6 24.98 531812 20.0
Heptasiloxane, he... 26.94 2.3 ng 62084 6 24.98 531812 20.0
2-methyloctacosane 27 .42 6.5 ng 171896 6 24.98 531812 20.0
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