LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038667.D

Acq On : 17 Dec 2018 17:43

Operator : JU/SJ

Sample : J6357-10

Misc :

ALS Vial : 15 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-BG121218_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 3.182 12 16 26 rvB 69915 115741 6.38% 1.342%
2 5.144 345 350 359 rvB2 21566 35590 1.96% 0.413%
3 5.609 422 429 440 rVB 385979 650482 35.88% 7.544%
4 7.213 694 702 714 rBV 399890 757024 41.75% 8.779%
5 7.589 758 766 774 rBV 373940 661925 36.51% 7.676%
6 8.059 838 846 852 rBvV 68995 119410 6.59% 1.385%
7 8.382 894 901 909 rvB 274506 499135 27.53% 5.789%
8 9.234 1038 1046 1057 rBvY 233573 442503 24.41% 5.132%
9 10.879 1318 1326 1335 rBV 84036 156722 8.64% 1.818%
10 13.317 1733 1741 1753 rBV 621291 987633 54.47% 11.454%
11 14.140 1874 1881 1887 rBV 40008 58596 3.23% 0.680%

12 14.698 1968 1976 1984 rBV2 140161 231743 12.78% 2.688%
13 16.184 2222 2229 2238 rBV 537363 841412 46.41% 9.758%
14 17.442 2437 2443 2454 rVB 202797 314028 17.32% 3.642%
15 18.305 2584 2590 2599 rBV2 39767 66108 3.65% 0.767%

16 19.569 2800 2805 2813 rBv4 16588 27848 1.54% 0.323%
17 20.045 2880 2886 2892 rBV 1403158 1813108 100.00% 21.027%
18 21.320 3098 3103 3116 rBV2 50691 100950 5.57% 1.171%
19 21.719 3165 3171 3180 rVB2 220984 381142 21.02% 4.420%
20 25.021 3723 3733 3745 rVB3 125036 361665 19.95% 4.194%

Sum of corrected areas: 8622765
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038667.D

Acq On : 17 Dec 2018 17:43

Operator : JU/SJ

Sample : J6357-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance : .
1400000 TIC: BG038667.D

1200000
1000000
800000

600000

400000 5.61 7.21 759

8.38 923

.18 10.88
Q 5.14 8f6 l ﬂ A

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 8. 50 9.00 9. 50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG038667.D
1400000

200000

2004

1200000
1000000

800000

13.32
600000 16.18

400000

21.72
200000 14.70 1r.44
14.14 18.31 19.57 21.32

O e e e T L T L L T T i I S e e e o A !

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 : .
1400000 TIC: BG038667.D

1200000
1000000
800000
600000
400000

200000 25.02

i R N R e o L A T L AL

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\BG121718\
Data File : BG038667.D

Acq On : 17 Dec 2018 17:43

Operator : JU/SJ

Sample : J6357-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 19.39 ng 115741 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 45
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9
5 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 9

Abundance Scan 16 (3.182 min): BG038667.D (-12) (-) m/z 73.00 100.00%
7B
43 $
5000
55 87
3.20 3.30 3.40 3.50 3.60
o BB SO | W/z 43.00  54.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU UL UL AN AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.00 30.91%
0 ‘2? 35 \‘ 50 ‘ 67 ||, 80
miz--> R R R N N T
Abundance
73
a1 o 87 3,20 3.30 3.40 350 3.60
5000 m/z 87.00 30.53%
29
15 67 97
L S LA I S S S S SIS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #734: N-Ethylformamide R R R REa A RER
30 3.20 3.30 3.40 3.50 3.60
73 m/z 41.00 15.01%
5000
44 58
18 “
0"W}%'“"l'"?ﬁwmlW"'W"'W"”I"”I"”I"' NS U UL UL AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038667.D

Acq On : 17 Dec 2018 17:43

Operator : JU/SJ

Sample : J6357-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 5.96 ng 35590 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 349 (5.139 min): BG038667.D (-345) (-) m/z 42.95 100.00%
a3
5000 %9
o a3 i 480 500 520 540
Ol e et el S L Tm/z 59.00 51.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BN AR AR AR A
59 480 500 520 540
m/z 101.00 14 _.08%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 57 m/z 58.00 11.86%
29
101
37 50 78
S U SR IS SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 480 500 520 5.40
m/z 41.00 6.17%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038667.D

Acq On : 17 Dec 2018 17:43

Operator : JU/SJ

Sample : J6357-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 110.87 ng 661925 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 23
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 766 (7.589 min): BG038667.D (-758) (-) m/z 131.90 100.00%
5000 68
w0 s s %0 720 7.40 7.60 7.80 8.00
01 m/z 68.00 40.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o e
7.20 7.40 7.60 7.80 8.00
31 70 m/z 66.00 32.66%
. C 481 80 |77 g5 | 05 116
miz> 10 20 % 4 0 60 7o 8 90 100 110 1%0 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 133.90 31.41%
69
57
¥ 5 % g9 103
ol 115
Wmmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R L
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.81%
5000

63
15 28 39 52 °F 77 90 104 .4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038667.D

Acq On : 17 Dec 2018 17:43

Operator : JU/SJ

Sample : J6357-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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.
18.31 4.21 ng 66108 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 46
Abundance Scan 2591 (18.311 min): BG038667.D (-2584) (-) m/z 43.00 100.00%
57 73
5000 213
Jh 18.00 18.20 18.40 18.60
(o} m/z 73.00 86.44%
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

18.00 18.20 18.40 18.60

m/z 41.10 81.26%
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 A
T
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 80.84%
29 g7 115 171
185 214
o 15 101 143157 198
I o B A o o o o o R e e ABAmammEEEs e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 57.00 78.66%
5000 129
7 185 228
01115 | 1435171
S \ 0 i Wl 2 - T N
m/z--> 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\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038667.D

Acq On : 17 Dec 2018 17:43

Operator : JU/SJ

Sample : J6357-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 6 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.30 ng 100950 Chrysene-d12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 3103 (21.320 min): BG038667.D (-3098) (-) m/z 55.00 100.00%
S
83
5000
111
o} L T T o e m/z 57.00 95.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
21.00 21.20 21.40 21.60
29 111 m/z 42.95 90.44%
L || | 13 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83
21.00 21.20 21.40 21.60
5000 111 m/z 69.00 74 _35%
29 139 199 210 255 406
O B e S e T T S et
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecy! ester
21.00 21.20 21.40 21.60
8 m/z 83.00 68.16%
5000 111
29 169
o | ’ ol jmo | 1 o 392
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038667.D

Acq On : 17 Dec 2018 17:43

Operator : JU/SJ

Sample : J6357-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 3.18 19.4 ng 115741 1 8.06 119410 20.0
2-Pentanone, 4-hy... 5.14 6.0 ng 35590 1 8.06 119410 20.0
unknown? .59 7.59 110.9 ng 661925 1 8.06 119410 20.0
n-Hexadecanoic acid 18.31 4.2 ng 66108 4 17.44 314028 20.0
5-Eicosene, (E)- 21.32 5.3 ng 100950 5 21.72 381142 20.0
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