LSC Area Percent Report

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

Data File : BG041489.D

Aca On : 27 Jun 2019 13:44 Instrument :
Operator : HP/JU BNA_G

Sample  : K3539-02 Gt
Misc i MH-J-B-UNTREATED
ALS Vial : 11 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 4.562 246 251 258 rVB 60611 88934 3.18% 0.735%
2 5.567 416 422 433 rBV 232540 400791 14.35% 3.312%
3 7.077 675 679 684 rVB2 35395 53371 1.91% 0.441%
4 7.189 692 698 713 rVB 136713 271928 9.73% 2.247%
5 7.424 734 738 744 rBV2 28712 51517 1.84% 0.426%
6 7 .559 754 761 771 rBV 474218 826845 29.59% 6.833%
7 8.029 835 841 849 rBV 112384 191253 6.85% 1.580%
8 8.352 889 896 904 rBV 472309 795044 28.46% 6.570%
9 9.133 1024 1029 1035 rBV 128161 214558 7.68% 1.773%
10 9.210 1035 1042 1057 rVB 364979 708052 25.34% 5.851%
11 9.527 1092 1096 1102 rVB3 21460 32163 1.15% 0.266%

12 10.855 1315 1322 1333 rBV 136543 247672 8.86% 2.047%
13 13.293 1731 1737 1753 rBV 1116282 1715031 61.39% 14.172%
14 14.674 1966 1972 1984 rVB3 227208 377386 13.51% 3.119%
15 16.166 2219 2226 2239 rBV 929933 1434864 51.36% 11.857%

16 17.424 2434 2440 2452 rBvV2 317415 488838 17.50% 4_.039%
17 18.282 2582 2586 2594 rBV3 30501 52827 1.89% 0.437%
18 19.551 2799 2802 2808 rBV4 20931 33281 1.19% 0.275%
19 20.027 2877 2883 2893 rBV 2213872 2793892 100.00% 23.087%
20 21.695 3160 3167 3179 rVB 344084 580806 20.79% 4_799%

21 21.836 3187 3191 3198 rVB 20639 30536 1.09% 0.252%
22 22.441 3290 3294 3302 rVB 25668 43988 1.57% 0.363%
23 23.141 3407 3413 3421 rBV5 29152 62384 2.23% 0.516%
24 23.951 3545 3551 3558 rVB4 24424 50407 1.80% 0.417%

25 24.980 3717 3726 3738 rVB 190948 555145 19.87% 4_587%

Sum of corrected areas: 12101513
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062719\
BG041489.D

27 Jun 2019 13:44

HP/JU

K3539-02

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG062619 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

MH-J-B-UNTREATED

Abundance

2000000

1500000

1000000

500000

.

TIC: BG041489.D

7.56 8.35
9.21

227 7.19
: 9.13
4.56 ﬁ_ 7.08 7. 8,03 9%

10.85

0
Time-->

3.50 4.00 450 500 550 600 650

700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

1

TIC: BG041489.D

3.29
16.17

17.42
14.67

18.28 19.55

20

03

21.70

1.84 2244

0

A
LN N S N B T O B N B B B N B B B B N O B B B B N

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: BG041489.D

2000000

1500000

1000000

500000

24.98
23.14 23.95
O R o o e e e L s e LA B e e o e e LB L s o

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\HPCHEMI1\BNA G\DATA\BG062719\

Data File : BG041489.D

Aca On 27 Jun 2019 13:44

Operator : HP/JU

Sample = K3539-02 BRI T
Misc :

ALS Vial : 11 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 1 Cyclotrisiloxane, hexamethyl- Concentration Rank 4

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

4._.56 9.30 ng 88934 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 90
2 Arsenous acid. tris(trimethvlsil._. 342 C9H27As03Si13 055429-29-3 64
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 59
4 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 39
5 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 9

Abundance Scan 251 (4.562 min): BGO414(1|)89.D (-246) (-) m/z 206.95 100.00%
207
5000
T
96 115133 191 420 4.40 4.60 4.80
o0 50 S A e e | /2 207.90  22.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 G P R R
420 4.40 4.60 4.80
m/z 209.00 14.01%
96 133 191
ol 2845 75 | 115°9° 163 - |
m/z--> %b&%mmmm@mmmm@mﬁ
Abundance #178799: Arsenous acid, trls(trlzbnethylsnyl) ester
207
420 440 460 480
5000 m/z 190.90 9.29%
73 105 133 191
ol 27 4 | | 149165 | h 239 327
m/z--> %&&%mmmmmmmmmmmﬁ
Abundance #67018: Benzo[h]quinoline, 2,4-dimethyl- e e
207 420 4.40 4.60 4.80
m/z 132.90 7.13%
5000
o 51 76 102 139 165 191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 420 440 460 480
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Library Search Compound Report

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

Data File : BG041489.D

Aca On 27 Jun 2019 13:44

Operator : HP/JU

Sample = K3539-02 P T
Misc :

ALS Vial : 11 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 2 Cyclotetrasiloxane, octamet... Concentration Rank 5

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

7.08 5.58 ng 53371 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4 000556-67-2 91
2 Benzene. 1-phenvl-4-(2-cvano-2-p... 281 C21H15N 027869-56-3 50
3 4H-1.2.4-Triazole-3-thiol. 4-all... 281 C16H15N3S 031803-13-1 47
4 2-(4-Chlorophenv)-5.7-dimethvli... 281 C16H12CIN3 1000305-50-9 42
5 Benzoic acid, 3-methyl-2-trimeth... 296 C14H2403Si2 1000153-57-1 40

Abundance Scan 680 (7.083 min): BG041489.D (-675) (-) m/z 281.00 100.00%
281
5000
193207 249 265 6.80 7.00 7.0 7.40
73 133 177
Ol oo e S 2 L b Tm/z 282.00 22.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141483: Cyclotetrasiloxane, octamethyl-
281
5000 IR A UL UL
6.80 7.00 7.20 7.40
73 133 m/z 283.00 13.53%
ol 4559 | 89103119 | 1471631771912072212352 49265 |
miz-> 20 40 éo 80 160 150 140 160 1§0 200 220 240 260 280
Abundance #128506: Benzene, 1-phenyl-4-(2-cyano-2-phenylethenyl)
281
680 7.00 720 7.40
5000 m/z 192.85 9.50%
91
253
203
oz % T s am 224239
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128309: 4H-1,2,4-Triazole-3-thiol, 4-allyl-5-(1-naphthylm... e
281 6.80 7.00 7.20 7.40
167 m/z 265.00 8.53%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041489.D

Aca On 27 Jun 2019 13:44

Operator : HP/JU

Sample = K3539-02

Misc :

ALS Vial : 11 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 3 Urea, tetramethyl- Concentration Rank 6

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

7.42 5.39 ng 51517 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. tetramethvl- 116 C5H12N20 000632-22-4 80
2 Ethanol. 2-T(1l-methvlethvDaminol- 103 C5H13NO 000109-56-8 50
3 Urea. N-ethvIl-N" _N"-dimethyvl-N-n... 145 C5H11N302 050285-71-7 50
4 Urea. trimethvlnitroso- 131 C4H9N302 003475-63-6 42
5 N(1)-[1-[4-Chlorophenyl]-1H-tetr... 280 C12H17CIN6 1000213-45-7 40

Abundance Scan 737 (7.418 min): BG041489.D (-734) (-) m/z 72.00 100.00%
72
5000
44 116
56 7.00 7.20 7.40 7.60 7.80
Obrr e Ml b e e e e e || M/Z 116.00  31.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7996: Urea, tetramethyl-
72
5000 I""I""I""“"I""III
” 7.00 7.20 7.40 7.60 7.80
116 m/z 44.00 28.70%
0 2 % | s 10
> 90 %% 0 5 ob 7o o o 100 110 130 130 140 1%

Abundance #4621: Ethanol, 2-[(1-methylethyl)amino]-
30 72
R R e
7.00 7.20 7.40 7.60 7.80
5000 m/z 42.00 17.45%
44 88
56
Obrrreid -l ‘....‘,‘.‘.‘..,..n;...., N .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #21307: Urea, N-ethyl-N',N'-dimethyl-N-nitroso-
72 7.00 7.20 7.40 7.60 7.80
m/z 40.00 13.16%
5000
42
30 6
\ \ \ \ 89 99 145
O e T R T e T T e T BB i o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60 7.80

Jun 28 16:32:11 2019
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041489.D

Aca On 27 Jun 2019 13:44

Operator : HP/JU

Sample = K3539-02

Misc :

ALS Vial : 11 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 4 unknown7.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.56 86.47 ng 826845 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 761 (7.559 min): BG041489.D (-754) (-) m/z 132.00 100.00%
5000 68 j\‘
“ 75 0 ‘ 720 740 7.60 7.80
104
o.,....,...!l'!.‘.‘.7 0 ML Y11 PN/ A . NN | S m/z 68.00 48.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LA N L L L L L B
7.20 7.40 7.60 7.80
31 70 m/z 134.00 34.13%
44 51 €0 7 86 105 116
(0 N o e o o N B N R AEEAREEEEREEmssns
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
B e e e SN REEE
7.20 7.40 7.60 7.80
5000 m/z 66.00 33.69%
69
“ ‘ 89 103 ‘
0 ‘m\\m‘ Lo g 115
w.”.“.”,“.w.”.“.”,”.W.H.P.“,”.w.”.P.”,..w.
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #14511. (5-Methyl-2-pyridyl)acetonitrile R EEERREEEES s
132 720 740 760 7.80
m/z 69.00 23.26%
5000
92
105
Obrpre 2 ey St e AL
m/z--> 20 40 50 70 80 90 100 110 120 130 140 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 : BG041489.D

Aca On 27 Jun 2019 13:44

Operator : HP/JU

Sample = K3539-02

Misc :

ALS Vial : 11 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 6 Trimethylamine, compd. with... Concentration Rank 3

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

9.13 22 .44 ng 214558 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 1.3-Butanediamine. N.N.N".N"-tet... 144 C8H20N2 000097-84-7 38
3 Urea. tetramethvl- 116 C5H12N20 000632-22-4 25
4 Acetaldehvde. methvlhvdrazone 72 C3H8N2 017167-73-6 23
5 Methylamine, N,N-dimethyl- 59 C3HO9N 000075-50-3 22

Abundance Scan 1028 (9.128 min): BG041489.D (-1024) (-) m/z 72.00 100.00%
70
5000 58 /\\—
42 89 LR S R
104 117 147 8.80 9.00 9.20 9.40
Y iy a= m/z 58.00 46.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #723: Trimethylamine, compd. with borane (1:1)
70
58
5000 LR SR L
8.80 9.00 9.20 9.40
‘ ‘ m/z 42.00 18.83%
OHHII:II-IISIII””I!III |||u”0" - ||| |IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21071: 1,3-Butanediamine, N,N,N',N'-tetramethy!-
%8 T AR SRS L RN
84 o9 8.80 9.00 9.20 9.40
5000 m/z 59.00 17.30%
42
ol 15 80 sofl gl |l 113 127 144
miz--> T % % 40 50 0 70 8 9 100 110 130 150 140 1%
Abundance #7996: Urea, tetramethyl- R Ry
7 8.80 9.00 9.20 9.40
m/z 45.00 15.76%
5000
4 116
o 28 || %6 ___ 88 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

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

Data File : BG041489.D

Aca On 27 Jun 2019 13:44

Operator : HP/JU

Sample = K3539-02 P T
Misc :

ALS Vial : 11 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 7 Cyclopentasiloxane, decamet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
953 260ng 32163  Naphthalene-d8 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopentasiloxane. decamethvl- 370 CIOH3005Si5  000541-02-6 90
2 Phenethvlamine. N-methvl-_beta..... 399 C18H37N0O3Si3 010538-85-9 38

3 3-Hvdroxvmandelic acid. ethvyl es... 340 C16H2804Si2 1000071-88-9 37
4 4-Hvdroxvmandelic acid. ethvl es... 340 C16H2804Si2 1000071-53-3 37

5 Auramine 267 C17H21IN3 000492-80-8 35
Abundance Scan 1097 (9.533 min): BG041489.D (-1092) (-) m/z 73.00 100.00%
73 267
355
5000
e
a1 1T9 293 i 9.20 9.40 9.60 9.80
ot m/z 266.90 94.53Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #196318: Cyclopentasiloxane, decamethy!-
355
73
267
5000 LI L L L LB L LB L |
9.20 9.40 9.60 9.80
m/z 355.00 66 .05%
26 45 | 103 133 162 193 223 203 323
e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #211608: Phenethylamine, N-methyl-.beta.,3,4-tris(trimethy ...
355
3 e
9.20 9.40 9.60 9.80
5000 m/z 268.00 25.80%
. 1 116 147 179 222 265 294 g5 | 384
T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #176392: 3-Hydroxymandelic acid, ethyl ester, di-TMS ey ,l. T
73 267 9.20 9.40 9.60 9.80
m/z 356.00 18.97%
5000
147
o © | 8 | 179207 237 | 207 325
—— T A
m/z--> 50 100 150 200 250 300 350 400 9.20 9.40 9.60 9.80
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8270-BG062619.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041489.D

Aca On 27 Jun 2019 13:44

Operator : HP/JU

Sample = K3539-02

Misc :

ALS Vial : 11 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 8 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.28 2.16 ng 52827 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 50
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 38
Abundance Scan 2586 (18.282 min): BG041489.D (-2582) (-) m/z 72.90 100.00%
1 7B
60
5000
” | | 18.00 18.20 18.40 18.60
o,....,.'..'. : m/z 41.00 91.86%
miz--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/ 43.05 78.16Y%
7JJ 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73
' 18.00 18.20 18.40 18.60
5000 29 m/z 60.00 75.35%
0 T U;\ : .”H. UL ‘I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 078 18.00 18.20 18.40 18.60
m/z 57.00 73.67%
5000 - e
T7 115 ‘ 71 214
ST -0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60

Jun 28 16:32:13 2019
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Library Search Compound Report

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

Data File : BG041489.D

Aca On 27 Jun 2019 13:44

Operator : HP/JU

Sample = K3539-02 P T
Misc :

ALS Vial : 11 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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.14 2.15 ng 62384 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 52
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 52
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 52
4 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 52
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 52
Abundance Scan 3413 (23.141 min): BG041489.D (-3407) (-) m/z 57.05 100.00%
57
5000
22.80 23.00 23.20 23.40
ot m/z 43.05 82.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57
5000 AU AREE
22. 80 23. oo 23. 20 23.40
F7 m/z 71.05 79.34Y%
127 160
NE: ﬂﬂl , 169 211 253 309 351 407 446477 533 575 618
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43
22.80 23.00 23.20 23.40
5000 m/z 85.00 55.18%
85
ol } ‘ | 125 169203
m/z--> 50 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43 22.80 23.00 23.20 23.40
m/z 41.00 36.71%
5000 85
o } | 125 197231261
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660 22. 80 23. oo 23. 20 23. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062719\

Data File : BG041489.D

Acq On > 27 Jun 2019 13:44

Operator : HP/JU

Sample - K3539-02 MH-J-B-UNTREATED
Misc :

ALS Vial : 11 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 9.3 ng 88934 1 8.03 191253 20.0
Cyclotetrasiloxan. .. 7.08 5.6 ng 53371 1 8.03 191253 20.0
Urea, tetramethyl- 7.42 5.4 ng 51517 1 8.03 191253 20.0
unknown7 .56 7.56 86.5 ng 826845 1 8.03 191253 20.0
Trimethylamine, c... 9.13 22.4 ng 214558 1 8.03 191253 20.0
Cyclopentasiloxan. .. 9.53 2.6 ng 32163 2 10.85 247672 20.0
n-Hexadecanoic acid 18.28 2.2 ng 52827 4 17.42 488838 20.0
Tetratetracontane 23.14 2.1 ng 62384 5 21.70 580806 20.0
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