LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031919\
Data File : BG040007.D

Aca On : 19 Mar 2019 17:59

Operator : JU/SJ

Sample : K1958-01

Misc :

ALS Vial : 7 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 3.191 13 17 26 rBv 93533 191365 7.39% 1.195%
2 3.267 26 30 40 rVB 152523 224078 8.65% 1.400%
3 5.687 434 442 457 rVB 757361 1237138 47.75% 7.728%
4 7.291 707 715 726 rBV 793750 1394759 53.83% 8.713%
5 7.673 772 780 794 rBV 762274 1300430 50.19% 8.123%

8.143 853 860 868 rBvV 154228 264102 10.19% 1.650%
8.466 908 915 923 rBV 499033 878879 33.92% 5.490%
9.318 1053 1060 1069 rBvV 452845 830396 32.05% 5.187%
10.963 1332 1340 1349 rBV 208887 375030 14.47% 2.343%
13.395 1747 1754 1764 rVB 1053187 1666665 64.32% 10.411%

=
QO ~NO®

11 14.211 1886 1893 1898 rBV 105187 151087 5.83% 0.944%
12 14.769 1981 1988 1997 rVB2 342637 545842 21.07% 3.410%
13 16.255 2234 2241 2254 rBV 1019706 1466155 56.59% 9.159%
14 17.513 2449 2455 2462 rBV2 449291 685165 26.44% 4._.280%
15 18.364 2594 2600 2612 rBV3 42212 82675 3.19% 0.516%

16 20.109 2891 2897 2903 rVB 1981640 2591009 100.00% 16.185%
17 21.390 3109 3115 3132 rBV3 72836 222345 8.58% 1.389%
18 21.801 3178 3185 3192 rBV 485436 823110 31.77% 5.142%

19 22.565 3310 3315 3320 rBv2 22986 35164 1.36% 0.220%

20 23.281 3430 3437 3444 rBvV4 29687 58797 2.27% 0.367%

21 24.104 3573 3577 3587 rVB3 33037 74605 2.88% 0.466%

22 25.085 3738 3744 3746 rBV5 25535 42820 1.65% 0.267%

23 25.161 3748 3757 3771 rVB 278994 794932 30.68% 4 .966%

24 26.271 3938 3946 3957 rVB5 23082 71807 2.77% 0.449%
Sum of corrected areas: 16008355
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031919\
Data File : BG040007.D

Aca On : 19 Mar 2019 17:59

Operator : JU/SJ

Sample : K1958-01

Misc :

ALS Vvial :© 7 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

Abundance TIC: BG040007.D

1500000

1000000

500000 8.47 9.32

3}3\?\3 8.14 1Cﬁ96

R RIS e R L L = L o R

Time--> 3.50 4.00 450 5.00 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040007.D

20.11

1500000

13.39 16.26
1000000

500000 17.51 21.80

14.77

14.21 { 18.36 21.39 22.56
O B I B B B Bt B A B B i e B e e R e e

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: BG040007.D

1500000

1000000

500000
25.16

23.28 24.10 25)18 26.27
R R ERREE sEaE T e e I EREEERREEE e e e  ARRABABERE

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\BG031919\
Data File : BG040007.D

Aca On : 19 Mar 2019 17:59

Operator : JU/SJ

Sample - K1958-01

Misc :

ALS Vial : 7 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 3

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

3.27 16.97 ng 224078 1,4-Dichlorobenzene-d4 8.14
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 40
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 30 (3.267 min): BG040007.D (-26) (-) m/z 73.15 100.00%
7B
5000 43
87
II%I 081 3.203.303.403.503.603.70
0 o A B S m/z 43.15 40.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 ANV S SN A
43 3.203.30 3.40 3.50 3.603.70
87 m/z 55.15 28.45%

0 19J|F9 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

3.203.303.403.503.603.70

5000 41 55 m/z 87.15 26.70%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #734: N-Ethylformamide
30 3.203.303.403.503.603.70
73 m/z 41.20 12.49%
5000
44 58
1
Ohrri
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.203.303.403.503.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031919\
Data File : BG040007.D

Aca On : 19 Mar 2019 17:59

Operator : JU/SJ

Sample - K1958-01

Misc :

ALS Vial : 7 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 unknown7.67 Concentration Rank 1

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

7.67 98.48 ng 1300430 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 780 (7.673 min): BG040007.D (-772) (-) m/z 132.15 100.00%
132
5000 68
© 5|l P Tk 7k 78 b0
Obrrprrrr e o bl e S e b el | M/Z 68.15  43.94%
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
5000 67 e AR LARAS LA AR
a1 o7 7.40 7.60 7.80 8.00
53 - 117 m/z 134.15 32.97%
. - ;h‘,l, _ i.,|,., 60.), !'. il B3] 105 ,I,.Illgé}l 1
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 o 740 7.60 7.80 8.00
5000 m/z 66.15 31.12%
31 54 51 8
0'W'”'P'“I”J“'h'N'”I”'H““'P'”I”'W'“'P'”P'”I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e
132 7.40 7.60 7.80 8.00
m/z 69.15 17.98%
5000
s 28 3 52 O 77 90 1M 44 |
mz-> 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\HPCHEMI\BNA G\DATA\BG031919\
Data File : BG040007.D

Aca On : 19 Mar 2019 17:59

Operator : JU/SJ

Sample - K1958-01

Misc :

ALS Vial : 7 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.
18.36 2.41 ng 82675 Phenanthrene-d10 17.51
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 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2599 (18.358 min): BG040007.D (-2594) (-) m/z 73.15 100.00%

5000
129 213
14373 7171185199 256 g1 18.00 18.20 18.40 18.60
o] m/z 60.15 96.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129

18.00 18.20 18.40 18.60

m/z 43.15 93.11%
213
J‘“ 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73
43 57 18.00 18.20 18.40 18.60
5000 m/z 57.25 89.17%
129
29 ‘ 115 171 214
1
BRI P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 73 18.00 18.20 18.40 18.60
| m/z 55.15 80.95%
29
5000
, 129 242
Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031919\
Data File : BG040007.D

Aca On : 19 Mar 2019 17:59

Operator : JU/SJ

Sample - K1958-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Nonadecyl pentafluoropropio... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.39 5.40 ng 222345 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecvl pentafluoropropionate
2 Heptadecvl heptafluorobutvrate
3 Trifluoroacetoxy hexadecane

430 C22H39F502
452 C21H35F702
338 C18H33F302

1000351-88-8 91
959085-66-6 91
006222-03-3 91

4 Heptafluorobutvric acid.

n-octad... 466 C22H37F702

000400-57-7 91

5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3115 (21.390 min): BG040007.D (-3109) (-) m/z 57.20 100.00%
57
83
5000
\ 207 080 21.00 21.20 21.40 21.60 21.80
o——ih m/z 55.10 84 .09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
5
5000 LANLINLL LL  L LLL L BL B
125 21. 00 21 20 21. 40 21. 60 21. 80
l m/z 43.20 82.21%
29 J
ol AL by 5182210238206 su 412
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
R ERsaEE e s
83 21.00 21.20 21.40 21.60 21.80
5000 m/z 83.25 57.13%
111
2 169
oL Ll Llﬁgl 210 238 283 434
—r ,.... AP e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57 21.00 21.20 21.40 21.60 21.80
97 m/z 69.15 51.44%
5000
29 125
o Lk ‘ | || 154 196224 269 39
—r |”"|""w"'|"'w""|"”|""|'”'
m/z--> 50 100 150 200 250 300 350 400 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\BG031919\
Data File : BG040007.D

Acq On : 19 Mar 2019 17:59

Operator : JU/SJ

Sample - K1958-01

Misc :

ALS Vial : 7 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.27 17.0 ng 224078 1 8.14 264102 20.0
unknown? .67 7.67 98.5 ng 1300430 1 8.14 264102 20.0
n-Hexadecanoic acid 18.36 2.4 ng 82675 4 17.51 685165 20.0
Nonadecyl pentafl... 21.39 5.4 ng 222345 5 21.80 823110 20.0
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