LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039820.D

Acq On : 8 Mar 2019 14:20

Operator : JU/SJ

Sample - K1807-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 height area % max. total
1 3.206 15 20 28 rBv 62402 114660 4.27% 0.701%
2 3.277 29 32 40 rVB 35681 51205 1.91% 0.313%
3 5.697 437 444 456 rVB 701433 1125020 41.92% 6.882%
4 7.301 708 717 731 rBV 763529 1413197 52.66% 8.645%
5 7.682 773 782 791 rBV 705925 1210372 45.10% 7.404%
6 8.152 854 862 872 rBV 154828 263753 9.83% 1.613%
7 8.475 910 917 926 rBV 486041 835653 31.14% 5.112%
8 9.333 1055 1063 1073 rBV 424978 764392 28.48% 4.676%
9 10.978 1336 1343 1350 rBV 223801 403325 15.03% 2.467%
10 13.404 1748 1756 1764 rBV 1175262 1856082 69.17% 11.354%
11 13.639 1789 1796 1804 rBV 25100 40549 1.51% 0.248%
12 14.221 1887 1895 1901 rBV 58280 86296 3.22% 0.528%

13 14.779 1983 1990 2002 rVvB2 386005 639113 23.82% 3.910%
14 16.265 2236 2243 2261 rBV 1037337 1567133 58.40% 9.586%
15 17.522 2450 2457 2470 rBvV2 559959 835986 31.15% 5.114%

16 18.374 2596 2602 2614 rBV2 58501 106337 3.96% 0.650%

17 19.226 2741 2747 2753 rBV 50740 94730 3.53% 0.579%
18 19.537 2795 2800 2805 rVB4 20811 29830 1.11% 0.182%
19 19.854 2850 2854 2858 rVB 22643 29131 1.09% 0.178%
20 20.119 2892 2899 2904 rBV 2007249 2683519 100.00% 16.415%
21 20.383 2938 2944 2948 rBV 45692 64939 2.42% 0.397%
22 20.882 3025 3029 3032 rVB2 27292 33982 1.27% 0.208%

23 21.399 3112 3117 3125 rBV2 55660 121799 4._.54% 0.745%
24 21.810 3179 3187 3198 rVB2 540306 909916 33.91% 5.566%

25 23.297 3431 3440 3446 rVB4 23569 44095 1.64% 0.270%
26 23.502 3469 3475 3480 rVB3 29526 54354 2.03% 0.332%
27 24.137 3576 3583 3591 rVB3 21903 48009 1.79% 0.294%

28 25.176 3744 3760 3774 rBV2 286922 920124 34.29%% 5.629%

Sum of corrected areas: 16347501
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039820.D

Acq On : 8 Mar 2019 14:20

Operator : JU/SJ

Sample - K1807-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG039820.D
2000000

1500000

1000000
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500000 8.48 9.33

10.98
8.15

238

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance TIC: BG039820.D
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1500000
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1000000
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ol lwses A= N N A SMendess|| 0% 2088

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: BG039820.D
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1500000
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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\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039820.D

Acq On : 8 Mar 2019 14:20

Operator : JU/SJ

Sample - K1807-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.28 3.88 ng 51205 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 1-Pentanamine 87 C5H13N 000110-58-7 25
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 12
5 (R)-3-Pyrrolidinol 87 C4HONO 002799-21-5 10

Abundance Scan 33 (3.282 min): BG039820.D (-29) (-) m/z 73.15 100.00%
7B
5000 43
75 87
3.203.30 3.403.503.60 3.70
Ol et L S0 L Tm/z 43.15  48.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A RN AR RARAN MRS AR AR
43 3.203.30 3.403.503.60 3.70
55 87 m/z 55.15 29.39%
o ‘%9 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 3.203.303.403.503.60 3.70
5000 m/z 87.15 23.46%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1907: 1-Pentanamine
30 3.203.30 3.403.503.60 3.70
m/z 71.25 12 .24%
5000
41 87
0 18 il [l,] 50 5? 62 69 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 3.203.30 3.403.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039820.D

Acq On : 8 Mar 2019 14:20

Operator : JU/SJ

Sample - K1807-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 unknown7.68 Concentration Rank 1

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

7.68 91.78 ng 1210370 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 782 (7.682 min): BG039820.D (-773) (-) m/z 132.15 100.00%
132
5000 68
© sl Pas T e 7h 8b0
Obrrrrrrrprrrr e e R i - S e b el | M/Z 68.15  43.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 A
7.40 7.60 7.80 8.00
104 m/z 134.15 33.22%
ol 14 27 37 44 51 5 % T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 67 m/z 66.15 29.07%
41 97
53 . 117
ol 34 60 89 | 105 124
mmﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e e n
132 7.40 7.60 7.80 8.00
m/z 69.15 17 .53%
5000
6 104
39 51 7 90 117
0'W'“W'“W'“ml“'w“'HH'P”HP“H%“'PM'P'mP'“JM“P" R UL UL LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039820.D

Acq On : 8 Mar 2019 14:20

Operator : JU/SJ

Sample - K1807-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.54 ng 106337 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Octadecanoic acid 284 C18H3602 000057-11-4 72
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 59
Abundance Scan 2601 (18.368 min): BG039820.D (-2596) (-) m/z 73.15 100.00%
3 60 7B
5000 129
J&“o 18.00 18.20 18.40 18.60
0 m/z 60.15 95.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129

18.00 18.20 18.40 18.60

m/z 43.20 91.68%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.00 18.20 18.40 18.60
5000 129 m/z 57.15 83.86%
29 g7
115 | 143 199 242
101 157171185
oL 15 rl 213226
I B o o o o o AN EEREREEE S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 55.25 79.32%
5000 129
29
143157 214
04
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\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039820.D

Acq On : 8 Mar 2019 14:20

Operator : JU/SJ

Sample - K1807-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.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 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.23 2.27 ng 94730 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 97
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 95
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 2748 (19.231 min): BG039820.D (-2741) (-) m/z 55.25 100.00%

5000

139153 19.00 19.20 19.40 19.60
m/z 57.20 90.15%

125

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58279: Cyclotetradecane

mmmmmmmm
111 m/z 69.25 75.57%

125139153168 196

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

55 83
4 69 97
19.00 19.20 19.40 19.60
5000 11 m/z 43.25 73.42%
125
140154168 196 224
O R L e e L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #181286: 3-Chloropropionic acid, heptadecy! ester T B e S
19.00 19.20 19.40 19.60

m/z 83.15 69.95%

5000

139 154167 182 196 210 225238251
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039820.D

Acq On : 8 Mar 2019 14:20

Operator : JU/SJ

Sample - K1807-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 7 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.40 2.68 ng 121799 Chrysene-d12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 91
3 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 87
4 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 3117 (21.399 min): BG039820.D (-3112) (-) m/z 57.20 100.00%
57
0% W\‘/\/wj\w\ﬁ
H Iﬂ 160 207 200 261 21100 21120 2140 2160 2180
Ol bl i b S e e m/z 43.20 87.18%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 97 AU AR RUMRILN MR B
21,00 21.20 21.40 21.60 21.80
20 ‘ ”s m/z 55.15  78.70%
168196
0|--\--| e .h.““.‘l‘l‘. " .2.%.7.25.8... e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
21.00 21.20 21.40 21.60 21.80
5000 m/z 69.25 51.36%
97
29
. 125154132210238
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239747: Dotriaconty! trifluoroacetate e AR A AREE }
57 21.00 21.20 21.40 21.60 21.80
m/z 83.15 45_47%
97
5000
25
o 29| | | 153181208236064 306 348376 420448 493 544
mz-> 0 50 100 150 200 250 300 350 400 450 560 5%0 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039820.D

Acq On : 8 Mar 2019 14:20

Operator : JU/SJ

Sample - K1807-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.28 3.9 ng 51205 1 8.15 263753 20.0
unknown7 .68 7.68 91.8 ng 1210370 1 8.15 263753 20.0
n-Hexadecanoic acid 18.37 2.5 ng 106337 4 17.52 835986 20.0
Cyclotetradecane 19.23 2.3 ng 94730 4 17.52 835986 20.0
Ethanol, 2-(tetra... 21.40 2.7 ng 121799 5 21.81 909916 20.0
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