LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117843.D

Aca On : 18 Nov 2019 18:53

Operator :© JU

Sample = K5906-01

Misc :

ALS Vial : 18 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 F\METHODS\8270-BF111319.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 2.210 16 21 39 rvB 793580 1146973 24.00% 2.644%
2 5.134 510 518 528 rBV 748990 916989 19.19% 2.114%
3 5.534 581 586 589 rBVY 4564567 4187612 87.64% 9.654%
4 6.540 752 757 769 rBVY 4440561 4404486 92.18% 10.154%
5 6.687 778 782 785 rBVY 5086593 4545910 95.14% 10.480%
6 6.922 818 822 825 rBVY 1555373 1283357 26.86% 2.959%
7 7.075 844 848 852 rBVY 4121773 3641032 76.20% 8.394%
8 7.481 912 917 920 rBVY 3134285 2734638 57.23% 6.304%
9 8.204 1036 1040 1044 rBV 1805592 1569200 32.84% 3.617%
10 9.286 1219 1224 1227 rBV 5459880 4778063 100.00% 11.015%

11 9.675 1287 1290 1295 rBV 502848 394620 8.26% 0.910%
12 9.969 1336 1340 1344 rBV 2013836 1656154 34.66% 3.818%
13 10.757 1470 1474 1485 rBV 3007072 2660071 55.67% 6.132%
14 11.457 1590 1593 1597 rBV 1525954 1428742 29.90% 3.294%

15 11.528 1601 1605 1609 rVB3 73962 69898 1.46% 0.161%
16 11.980 1676 1682 1693 rBV 331816 358792 7.51% 0.827%
17 12.675 1797 1800 1806 rBV 69027 75721 1.58% 0.175%
18 12.769 1813 1816 1822 rBV 139402 163172 3.42% 0.376%
19 12.904 1835 1839 1844 rBV 61197 74419 1.56% 0.172%

20 13.051 1859 1864 1867 rBV 3910358 3716017 77.77% 8.567%
21 13.957 2014 2018 2029 rBV 240123 476267 9.97% 1.098%
22 14.104 2039 2043 2047 rBV 1437557 1386765 29.02% 3.197%
23 14.574 2121 2123 2126 rBV 66253 61941 1.30% 0.143%
24 14.974 2189 2191 2194 rVB 76394 69579 1.46% 0.160%
25 15.251 2235 2238 2242 rVB 100178 114969 2.41% 0.265%

26 15.615 2295 2300 2304 rBV 1094229 1462742 30.61% 3.372%

Sum of corrected areas: 43378129
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117843.D

Aca On : 18 Nov 2019 18:53

Operator :© JU

Sample : K5906-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117843.D

6.69
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Abundance TIC: BF117843.D
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Abundance TIC: BF117843.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117843.D

Aca On : 18 Nov 2019 18:53

Operator :© JU

Sample : K5906-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.21 17.87 ng 1146970 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 21 (2.210 min): BF117843.D (-16) (-) m/z 73.00 100.00%
(<}
5000 43
55 87
37 | 6711 70 2.20 2.30 2.40 2.50 2.60
Ol prrer et b 7L O e M/Z 43.00 37.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 86.95 25.50%
o Fg 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 24 .80%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.05%
5000
45
29
o 89 %S e 101 N K
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117843.D

Aca On : 18 Nov 2019 18:53

Operator :© JU

Sample : K5906-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 14.29 ng 916989 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF117843.D (-510) (-) m/z 43.00 100.00%
a3
59
5000
1 480 500 520 540
o...,....,....,....l,'::..??.q!i...‘??....,?.3..,...:,|....,....,....,....,...., m/z 59.00 56.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 480 500 520 540
m/z 101.00 18.94%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.13%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone B E e e
43 480 5.00 5.20 5.40
m/z 41.00 9.26%
5000 101
28 59
15 ‘ ‘ 70 84
0'“v”'VJW'“WM'E%Mi“”LM'HLw'“w“'WH'WH“V'“V“'l LA R NN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117843.D

Aca On : 18 Nov 2019 18:53

Operator :© JU

Sample : K5906-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.69 Concentration Rank 1

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

6.69 70.84 ng 4545910 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 783 (6.693 min): BF117843.D (-778) (-) m/z 131.95 100.00%
5000
68
0 o || 7o T | "o ik ok Tk
o gL el weus L m/z 134.00 34.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U L R
6.40 6.60 6.80 7.00
2 51 78 m/z 68.00 32.47%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
S AR AR AR AR
6.40 6.60 6.80 7.00
5000 67 m/z 65.95 21.79%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! O Eaa
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 13.27%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | S |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117843.D

Aca On : 18 Nov 2019 18:53

Operator :© JU

Sample : K5906-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.98 5.02 ng 358792 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1682 (11.980 min): BF117843.D (-1676) (-) m/z 73.00 100.00%
43 o0 T3
5000 129
97 213 e LS.
115
LA“ 143157171185 7 o, 256 1160 1180 12.00 12.20
o} m/z 43.00 89.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 SRR U R
nmnmnmnm
m/z 60.00 83.13%
7JJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

43 LI o e e )
11.60 11.80 12.00 12.20

5000 129 m/z 41.0 70.68%

.

Olo

143 157 214

0
m/z--> 20 40 60 8I0 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R B m et
60 73 11.60 11.80 12.00 12.20
43 m/z 54.95 68.61%
5000 129
185 228
‘ T7 01115 | 14357171 ‘ 199 k
0 ‘ ‘\I ‘H‘I\‘HII}III\I\‘I |“|‘|||‘|||||||||||||||25I-|3||‘||||||||| L R
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117843.D

Aca On : 18 Nov 2019 18:53

Operator :© JU

Sample : K5906-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.28 ng 163172 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Undecanoic acid 186 C11H2202 000112-37-8 55

Abundance Scan 1816 (12.769 min): BF117843.D (-1813) (-) m/z 43.00 100.00%

78

5000

;

12.40 12.60 12.80 13.00

o m/z 72.95 97 .27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73
43
129
5000 28 284
12.40 12.60 12.80 13.00
m/z 57.05 85.57%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #39473: n-Decanoic acid
60
B R R B
M 12.40 12.60 12.80 13.00
5000 129 m/z 60.00 79.59%
AN i I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
43 m/z 55.00 68.37%
5000 129
2
o B R R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117843.D

Aca On : 18 Nov 2019 18:53

Operator :© JU

Sample : K5906-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.96 6.87 ng 476267 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 2019 (13.963 min): BF117843.D (-2014) (-) m/z 57.00 100.00%

3

5000

3

154 1g7 207 230 248,56, pg3 302 13.60 13.80 14.00 14.20
m/z 43.05 95.91%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81246: Cyclohexadecane

55 83

:

5000

13!60 13.I80 14.IOO 14!20
m/z 55.00 93.99%

196 224

126
153168
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1

o
o1
o0
w

13.60 13.80 14.00 14.20
m/z 83.05 90.83%

5000
29
o Il 182 210 238 266
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol AN Bamas R
55 83 13.60 13.80 14.00 14.20
m/z 97.05 90.01%
5000

-

139154

182 210 238 266 294
R e EEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111819\
Data File : BF117843.D

Acq On : 18 Nov 2019 18:53

Operator : JU

Sample - K5906-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.21 17.9 ng 1146970 1 6.92 1283360 20.0
2-Pentanone, 4-hy... 5.13 14.3 ng 916989 1 6.92 1283360 20.0
unknown6 .69 6.69 70.8 ng 4545910 1 6.92 1283360 20.0
n-Hexadecanoic acid 11.98 5.0 ng 358792 4 11.46 1428740 20.0
Octadecanoic acid 12.77 2.3 ng 163172 4 11.46 1428740 20.0
Cyclohexadecane 13.96 6.9 ng 476267 5 14.10 1386770 20.0
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