LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 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-BG010919 .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

3.135 4 8 23 rvVB 21995 39377 2.02% 0.427%
5.479 399 407 413 rBV6 16831 43273 2.22% 0.469%
rvB 151556 259530 13.34% 2.814%
7.177 689 696 706 rBV 108259 206523 10.62% 2.240%
7.547 751 759 768 rBV 308271 558196 28.70% 6.053%
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8.017 832 839 846 rBV 68273 121017 6.22% 1.312%
8.340 883 894 906 rVvB 233445 420087 21.60% 4 _556%
rvB 256839 462341 23.77% 5.014%
10.832 1311 1318 1324 rBV 119741 227486 11.70% 2.467%
13.276 1727 1734 1745 rVB 932031 1342592 69.03% 14.559%
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11 13.523 1767 1776 1785 rBV 88800 152412 7.84% 1.653%
12 14.656 1961 1969 1976 rBV2 189258 326441 16.78% 3.540%

13 14.721 1976 1980 1985 rVB 20653 30706 1.58% 0.333%
14 15.644 2131 2137 2141 rBV2 22895 36874 1.90% 0.400%
15 15.743 2149 2154 2160 rVB 57978 87420 4._.49% 0.948%
16 15.978 2187 2194 2199 rBV 40912 63364 3.26% 0.687%

17 16.149 2217 2223 2232 rBV 687980 1057913 54.39% 11.472%
18 17.406 2430 2437 2449 rVB2 278447 448827 23.08% 4._.867%
19 18.270 2578 2584 2592 rBV2 56507 103412 5.32% 1.121%

20 19.433 2777 2782 2786 rBV3 18439 26257 1.35% 0.285%
21 19.539 2796 2800 2805 rBV3 26847 39959 2.05% 0.433%
22 20.009 2874 2880 2886 rBV 1452183 1944886 100.00% 21.091%
23 20.767 3005 3009 3014 rBVZ2 40744 51015 2.62% 0.553%
24 21.278 3092 3096 3101 rBVS 14337 28495 1.47% 0.309%
25 21.678 3158 3164 3172 rBV 280439 478975 24.63% 5.194%
26 21.813 3183 3187 3192 rBV6 13089 19769 1.02% 0.214%
27 22.424 3286 3291 3296 rVB2 19552 36744 1.89% 0.398%
28 23.111 3402 3408 3416 rVB2 32125 72620 3.73% 0.788%
29 23.910 3539 3544 3551 rVB3 19170 38931 2.00% 0.422%
30 24.856 3699 3705 3710 rBV5 11530 27244 1.40% 0.295%

31 24.950 3710 3721 3732 rVB3 146510 444695 22.86% 4.822%
32 25.984 3890 3897 3905 rVB5 8969 24120 1.24% 0.262%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial =: 20 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\HPCHEM1\BNA G\METHODS\8270-BG010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 9221501
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG010919._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
: C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance
1400000

TIC: BG039173.D

1200000
1000000
800000
600000

400000 -
' 8.34 9.19

200000 5.57

7.18 10.83

13 5 8.02

350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
TIC: BG039173.D

0
Time-->
Abundance

1400000

20,01

1200000

1000000{ 13 2g

800000
16.15

600000

400000
21.68

17.41

200000

20.77 2128 p1.81  22.42

0!
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
TIC: BG039173.D

Time-->
Abundance

1400000

1200000
1000000
800000
600000
400000

200000 24.95

2qﬁp 25.98

23.11
23;.\91

0
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\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.13 6.51 ng 39377 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 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 7
5 1-Pentanamine 87 C5H13N 000110-58-7 7

Abundance Scan 7 (3.129 min): BG039173.D (-4) (-) m/z 73.00 100.00%
3
5000 43 /\\h
55 87
4o ] 1320 330 340 350
SO N 1. S8 N PPV A N m/z 43.00 51.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRN A U IR UL I
43 3.20 3.30 3.40 3.50
55 87 m/z 87.00 34.83%
29
U N .JJ,.??.,LLL., 'J"I"§?IL="8P"J'I'"'I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73
1320 330 3.40 350
5000 59 m/z 55.00 34 .49%
87
43
29 || 53 | 67 | 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4—Trimethy|—3—pentano| L L L B L BRI I
3.20 3.30 3.40 3.50
m/z 71.00 13.89%
41 55 87
5000
29
"|'+§'|" USRI UL “'l”l"§?iy"' |""|"??|"' N ERB A SR R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown5.48 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

548 7.45ng 43273 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 1H-Indole-2-carboxvlic acid. 6-(... 355 C21H25NO4 1000316-17-5 27

2 Octasiloxane. 1.1.3.3.5.5.7.7.9.... 578 C16H5007Si8 019095-24-0 27
3 Heptasiloxane. 1.1.3.3.5.5.7.7.9... 504 C14H4406Si7 019095-23-9 22

4 Cvclohexa-2.5-diene-1.4-dione. 2... 207 C11H13NO3 002158-89-6 22
5 4-Dehydroxy-N-(4,5-methylenediox... 298 C16H14N204 1000111-66-9 17
Abundance Scan 407 (5.479 min): BG039173.D (-399) (-) m/z 73.00 100.00%
73 207
5000 /hmq“WWMU%MNWF
43 147 ‘ 281
327355 5.0 540 560 5.80
251 401

...,...-.,...'.,....',..|..,~.l...,..'..','....;....?‘??..,....,... m/z 206.90 90.40%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #187366: 1H-Indole-2-carboxylic acid, 6-(4-ethoxyphenyl)-3...
247
165 4

5000 e
5 5.20 5.40 5.60 5.80
43 gy 120 =5 m/z 192.90  50.28%
Ll 23826629
b e bt e e S e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240341: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,15, ...
73
) b
5.20 5.40 5.60 5.80
5000 207 m/z 147.00 36.13%
281
147 a1
45 | 117) | 177, | | 251LL 313 | 371401429 503 563
T e o e e
nm/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235668: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-te...

73 5.20 540 5.60 5.80
m/z 280.90  36.02%

5000 207
133 281 355
45,1103 || 277, |, 251 | 327 | 383 429 489 fﬂhﬂﬁﬂ

m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 580
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.55 Concentration Rank 1

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

7.55 92.25 ng 558196 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 759 (7.547 min): BG039173.D (-751) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTT T T T T T T T T T
75 104 7.20 7.40 7.60 7.80
..,....,....,...:l'!.‘.‘?,:!. Gjr!l.,..:.,..E??,....,.'!..,....,...., - m/z 68.00 37.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A ISR I I I
7.20 7.40 7.60 7.80
0
314 5 78 m/z 133.90 31.77%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
LA L I UL L I
7.20 7.40 7.60 7.80
5000 67 m/z 66.00 27.97%
41 97
53 117
st el (e ) a0 Taa ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole ||/|\| LI L L L L B
132 7.20 7.40 7.60 7.80
m/z 69.00 15.97%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.52 9.34 ng 152412 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 87
2 Butanamide. N-acetvl-N-(4-hvdrox... 221 C12H15NO3 1000107-08-7 42
3 3-Pvridinol. 4-methvl-., acetate ... 151 C8H9NO2 001006-96-8 33
4 1H-Imidazol4.5-blpvridine-2-thiol 151 C6H5N3S 029448-81-5 27
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 27
Abundance Scan 1776 (13.523 min): BG039173.D (-1767) (-) m/z 43.00 100.00%
43
109
5000 1ol
57 69 85 13.20 13.40 13.60 13.80
123 169
bl al | 86y A28 ST S m/z 109.00  70.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000

13.20 13.40 13.60 13.80

57 69 85 m/z 151.00 50.55%
123 169
as 2 ol B | e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78113: Butanamide, N-acetyl-N-(4-hydroxyphenyl)-
109
e
13.20 13.40 13.60 13.80
5000 151 m/z 41.00 21.62%
43
20 | 57 T3 o7 | 128 | 1e4 178 192 208221
L B i R B o B e e Ba
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester)
43 109 13.20 13.40 13.60 13.80

m/z 85.00 14_.11%

5000
80
151
il St | 128 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 [1,1"-Biphenyl]-2-amine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.64 2.26 ng 36874 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.1*-Biphenvll-2-amine 169 C12H11IN 000090-41-5 70
2 Pyridine. 3-(phenvimethvl)- 169 C12H11IN 000620-95-1 58
3 Diphenvlamine 169 C12H11IN 000122-39-4 53
4 2-p-Tolvlpvridine 169 C12H11IN 004467-06-5 52
5 2-Methyl-3-phenylpyridine 169 C12H11N 003256-89-1 52

Abundance Scan 2136 (15.638 min): BG039173.D (-2131) (-) m/z 169.00 100.00%

=
=
(&)]
=
©

5000 135
41 51 63 7583 g5, 152 15.40 15.60 15.80 16.00
.”,....1..JJ,U:. m/z 168.00 92.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37566: [1,1'-Biphenyl]-2-amine
169
5000

15.40 15.60 15.80 16.00
m/z 167.00  47.88%

83 115
15 28 3 1 63 74 | e3102 |7 127 70 154 ||
o B LA LA o e o B L e B o B I o o e o A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37583: Pyridine, 3-(phenylmethyl)-
168
15.40 15.60 15.80 16.00
5000 m/z 135.00 44 .61%
39 51 65 91 115 141
15 27 \‘ “\ L \H \77 [ Ll 102 ‘ 127 il 154 1 ‘
B B B o o L LA B o e B e NS e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37564: Diphenylamine
169 15.40 15.60 15.80 16.00
m/z 170.00 15.46%
5000
51 o 84
40 | W74 | 93104115 128 141 154 /)
L L B o o o e L B A o B o o
m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 2,4,7(1H,3H,8H)-Pteridinetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.98 3.88 ng 63364 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7(1H.3H.8H)-Pteridinetrione.... 194 C7H6N403 031053-46-0 53
2 2-Propenoic acid. 3-(4-hvdroxv-3... 194 C10H1004 000537-98-4 52
3 2-Phenanthrenol 194 C14H100 000605-55-0 52
4 Benzenamine. N.N"-methanetetravl... 194 C13H10N2 000622-16-2 50
5 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 50
Abundance Scan 2194 (15.978 min): BG039173.D (-2187) (-) m/z 194.00 100.00%
194
5000
152
209 15,60 15.80 16.00 16.20
51 76 127 167178 - : : :
...,....3,9....,6.3...l,...9.7,..1.1.5,...1.3,9..".'.,....,...'|.,.:|-.. m/z 152.00  33.70%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #56727: 2,4,7(1H,3H,8H)-Pteridinetrione, 6-methyl-
194
5000 123 15.60 15.80 16.00 16.20
95 151 m/z 209.00 18.82%
22 O F g | | aes |
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #55796: 2-Propenoic acid, 3-(4-hydroxy-3-methoxyphenyl)-, (E)

15.60 15.80 16.00 16.20

5000 m/z 195.00 13.87%
179
15 28 39 51 63 77 89 105117 ‘ 3 145 161 “ |
Ll
A o i e s B e B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56452: 2-Phenanthrenol ,...f“! Al mam R
194 15.60 15.80 16.00 16.20
m/z 150.95 9.97%
5000 165

27 30 51 69 82 ST 115156139155 | 176

m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.27 4.61 ng 103412 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2584 (18.270 min): BG039173.D (-2578) (-) m/z 43.00 100.00%
48 60 73
5000 129 213
7 157171185 R R B SN
111 143 199 | 227 %% 18100 18.20 18.40 18.60
— m/z 73.00 O7.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

18.00 18.20 18.40 18.60

m/z 60.00 90.06%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000 129 m/z 41.00 70.26%
29
143157
sl LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B
43 60 73 18.00 18.20 18.40 18.60
m/z 57.00 68.06%
5000 129
29
199
‘ ‘ 143 157171185 242
SRCCI N AN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown20.77 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.77 2.13 ng 51015 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 47
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 12
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 12
4 2.5.5-Trimethvl-3-oxo-pvrroline.... 141 C7H11NO2 1000305-90-5 12
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 12
Abundance Scan 3010 (20.773 min): BG039173.D (-3005) (-) m/z 57.00 100.00%
7
5000
125 199 R R o o o S
153 75 227 o3 299 31 20.40 20.60 20.80 21.00
R I m/z 56.00 45 _.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210992: Ethanol, 2-butoxy-, phosphate (3:1)
57
5000 85 IR SRS B
125 20 40 20 60 20. 80 21.00
l ‘ 153 199 55, 299 m/z 85.00 42 .10%
1 | 406 |, | 172 | %5 325 355 397
m/z--> 160 1éo 200 250 360 3éo 460
Abundance #59894: Tridecane, 3-methyl-
57
20.40 20.60 20.80 21.00
5000 m/z 43.00 39.94%
85
5 J M8 140 169 198
m/z--> 50 160 1éo 200 250 360 3éo 400
Abundance #94351: Hexadecane, 3—methy|— LA L L LB L L B
57 20.40 20.60 20.80 21.00
m/z 41.00 37 .65%
5000
85
L J (113 141 183 211 549
m/z--> Sb 160 1éo 200 2éo 360 350 400 2040 2060 2080 2100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039173.D

Aca On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample : K1135-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 10-Methylnonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.11 3.03 ng 72620 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 72
2 Eicosane 282 C20H42 000112-95-8 68
3 Tetracosane 338 C24H50 000646-31-1 58
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 52
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 50

Abundance Scan 3408 (23.111 min): BG039173.D (-3402) (-) m/z 57.00 100.00%

57
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129494: 10-Methylnonadecane
57
85

5000 MUV UNABUABSRLAREE
22. 80 23 00 23 20 23.40
154 m/z 85.00 53.89%
29 113 l
,Anﬁ...wa.h”& m”.”.”..””..”.”.”.?ﬁi.“.“”.”.w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57
85 22.80 23.00 23.20 23.40
5000 m/z 71.00 46.79%

113
2? \ i‘ Ly JJ |t 169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175556: Tetracosane

57 22.80 23.00 23.20 23.40
m/z 55.00 35.24%

85
5000

29
\ | i I h h 1ﬁ3 141 169 197 225 253 281 209 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 22. 80 23 00 23 20 23. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011619\
Data File : BG039173.D

Acq On : 17 Jan 2019 1:35

Operator : JU/SJ

Sample - K1135-05

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.13 6.5 ng 39377 1 8.02 121017 20.0
unknown5 .48 5.48 7.2 ng 43273 1 8.02 121017 20.0
unknown? .55 7.55 92.3 ng 558196 1 8.02 121017 20.0
2,4,7,9-Tetrameth... 13.52 9.3 ng 152412 3 14.66 326441 20.0
[1,1"-Biphenyl]-2... 15.64 2.3 ng 36874 3 14.66 326441 20.0
2,4,7(1H,3H,8H)-P... 15.98 3.9 ng 63364 3 14.66 326441 20.0
n-Hexadecanoic acid 18.27 4.6 ng 103412 4 17.41 448827 20.0
unknown20.77 20.77 2.1 ng 51015 5 21.68 478975 20.0
10-Methylnonadecane 23.11 3.0 ng 72620 5 21.68 478975 20.0
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