LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO031119\

Data File : BG039853.D

Aca On : 11 Mar 2019 22:26 Instrument :
Operator : JU/SJ BNA_G

Sample - K1837-13 ClientSampleld :
Misc - MR-MH-05-COMP
ALS Vial : 19 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-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 heiaht area % max. total
1 3.206 14 20 29 rBv 72670 139230 4 .88% 0.874%
2 3.282 29 33 40 rVB 47382 67873 2.38% 0.426%
3 5.697 437 444 457 rVB 776068 1237861 43.43% 7.775%
4 7.300 708 717 732 rBV 828712 1487767 52.20% 9.344%
5 7.682 774 782 792 rBV 769362 1306419 45.83% 8.205%

8.152 856 862 874 rVB 128304 219768 7.71% 1.380%
8.475 910 917 926 rVB 505471 867960 30.45% 5.451%
9.333 1053 1063 1072 rBV 464161 832883 29.22% 5.231%
177070 318898 11.19% 2.003%
13.404 1748 1756 1766 rBV 1111019 1718617 60.29% 10.794%
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11 14.221 1889 1895 1901 rBV 86747 123818 4._.34% 0.778%
12 14.779 1983 1990 1999 rBvV2 310233 499440 17.52% 3.137%
13 16.265 2236 2243 2256 rBV 1126184 1698085 59.57% 10.665%
14 17.522 2450 2457 2467 rBV 441072 677623 23.77% 4._.256%

15 18.374 2597 2602 2609 rBvV2 44044 70417 2.47% 0.442%
16 20.118 2893 2899 2908 rVB 2070908 2850393 100.00% 17.903%
17 21.399 3112 3117 3130 rBvV3 31093 72733 2.55% 0.457%
18 21.810 3179 3187 3194 rBV2 464669 792901 27.82% 4 .980%
19 23.302 3433 3441 3449 rBVv4 45735 96906 3.40% 0.609%
20 24.131 3575 3582 3589 rBV3 18191 42798 1.50% 0.269%
21 25.182 3745 3761 3777 rVB2 242523 767303 26.92% 4.819%
22 26.304 3947 3952 3962 rVB7 12524 31953 1.12% 0.201%
Sum of corrected areas: 15921646
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG031119\
Data File : BG039853.D

Aca On : 11 Mar 2019 22:26

Operator : JU/SJ

Sample : K1837-13

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

C:\Database\NIST11.L

LSCINT.P

Abundance
2000000

1500000

1000000

500000

3238

TIC: BG039853.D

7.68

8.48 9.33

8.15

10.98

0
Time-->

3.50 4.00 450 500 550 600 650

T
7.00 7.50 8.00 8.50 900 9.50 1000 1050 1100 1150 1200 1250

Abundance
2000000

1500000

1000000

500000

13.40

TIC: BG039853.D

16.26

17.52
14.78

N
L

20112

21.40

21.81

05
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
2000000

1500000

1000000

500000

23.30

TIC: BG039853.D

25.18

24.13 26.30

Time-->

o4
23.00 23.50 24.00 2450 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\BGO031119\
Data File : BG039853.D

Aca On : 11 Mar 2019 22:26

Operator : JU/SJ

Sample : K1837-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

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 6.18 ng 67873 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 33 (3.282 min): BG039853.D (-29) (-) m/z 73.15 100.00%

B
43
5000 55
87

3.203.303.403.503.60 3.70

e e Tm/z 43.15  50.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl- MJLW
B
5000 AN AR VAL RASAN RARAR VAN RaRal
43 55 3.203.303.403.503.60 3.70
87 m/z 55.15 36.39%

|||$2 3$| | 50 61 67, | 101
T T T e R T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8379: 3-Pentanol, 2,4-dimethyl-
78

3.203.303.403.503.60 3.70

5000 55 m/z 87.20 24.36%
43
27
15 [ 11 38“‘50 1 67 i 83 98
L B L B AL A i o e o e e R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.203.30 3.403.503.60 3.70

m/z 45.15 11.44%

5000 43
58
o S T o o s

\
m/z--> 10 20 30 40 50 60 70 80 90 100 3.203.303.403.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039853.D

Aca On : 11 Mar 2019 22:26

Operator : JU/SJ

Sample : K1837-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

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.

7.68 118.89 ng 1306420 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 782 (7.682 min): BG039853.D (-774) (-) m/z 132.15 100.00%
13
5000 68
6 e e
40 54 ‘ 75 103 7.40 7.60 7.80 8.00
6
....,...:l'!.‘.‘?,.'.'..,.-.-.'.|,..'.~~.,..5.‘?,...'.,.'.'..,.1.1?.,....,-'...,... m/z 68.15 44.19%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 ARAR AR AL RS RARE
7.40 7.60 7.80 8.00
33 44 0 g7 105 m/z 134.15 33.05%
5t 6 P e | | us |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 740 7.60 7.80 8.00
5000 m/z 66.15 30.65%
31 51 8
38
"'Wh'M\ﬁﬁ'ﬂ"W"JI'”'I”"P"W"”I'”'P"W"”I'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R i AR L L
132 7.40 7.60 7.80 8.00
m/z 69.25 17.63%
5000 67
41 97
‘ 53 2 117
s || | ey P 0| 103110 | 124 )
miz--> 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\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039853.D

Aca On : 11 Mar 2019 22:26

Operator : JU/SJ

Sample : K1837-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

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 2.08 ng 70417 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2601 (18.368 min): BG039853.D (-2597) (-) m/z 57.25 100.00%
48 73
5000
97 129
. 213 e
15 1 14377 171985 027 256 18.00 18.20 18.40 18.60
Freperihe m/z 43.15 99.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AU AR SRS B

18. OO 18. 20 18 40 18.60

m/z 73.15 88.76%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43
18.00 18.20 18.40 18.60
5000 - 129 m/z 60.15 87.01%
115 171
214
‘ | T } ‘ 143157 ‘ 185
...,.z..‘,“ A P Y Y A A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 55.15 74 .24%
5000 129
29
199
143 157171185 242
15 | J
R R S EAR R e o S IR
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\BGO031119\
Data File : BG039853.D

Aca On : 11 Mar 2019 22:26

Operator : JU/SJ

Sample : K1837-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

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 unknown23.30 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.30 2.44 ng 96906 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 49
2 Octadecanamide 283 C18H37NO 000124-26-5 49
3 2-Ethoxvethvl isobutvrate 160 C8H1603 054396-97-3 27
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 18
5 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 18
Abundance Scan 3441 (23.302 min): BG039853.D (-3433) (-) m/z 59.15 100.00%
5000 P F
114 207 23.00 23.20 23.40 23.60
3 149169187 283 355
B o B e o S T m/z 57.15 99.41%
m/z--> 50 100 150 200 250 300 350
Abundance #128447: 9-Octadecenamide, (2)-
5000
23.00 23.20 23.40 23.60
83 126 m/z 55.10 82.86%
’ J 134 184 220238 21
m/z--> 50 100 B ﬁéoll ' 560" "250" ' 560" ' ééo"
Abundance #130205: Octadecanamide
59
| 23.00 23.20 23.40 23.60
5000 m/z 43.20 79.59%
20 || 48 1° 170 108 240 283
m/z--> B "55 - 160" ' ﬁéoll ' 560" "250" ' 560" ' Séo"
Abundance #31232: 2-Ethoxyethy! isobutyrate e B e o B
43 23.00 23.20 23.40 23.60
71 m/z 72.15 59.26%
5000 /\M
15 L‘ ‘\ o 116
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 350 23.'00 23.'20 23.'40 23.|60 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO031119\
Data File : BG039853.D

Acq On : 11 Mar 2019 22:26

Operator : JU/SJ

Sample - K1837-13

Misc :

ALS Vial : 19 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 6.2 ng 67873 1 8.15 219768 20.0
unknown7 .68 7.68 118.9 ng 1306420 1 8.15 219768 20.0
n-Hexadecanoic acid 18.37 2.1 ng 70417 4 17.52 677623 20.0
unknown23.30 23.30 2.4 ng 96906 5 21.81 792901 20.0

8270-BG030419.M Tue Mar 12 17:39:19 2019 Page: 7



