LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039605.D

Aca On : 26 Feb 2019 18:01

Operator : JU/SJ

Sample : K1597-01

Misc :

ALS Vial : 10 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-BG012919.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 3.223 17 23 31 rBv 96642 203396 4.72% 0.756%
2 3.294 31 35 43 rVB 65515 98984 2.30% 0.368%
3 5.714 440 447 458 rBV 1339235 2152170 49.90% 7.998%
4 7.318 709 720 730 rBVY 1382696 2498435 57 .93% 9.285%
5 7.699 777 785 792 rBVY 1276311 2260667 52.42% 8.401%

8.169 858 865 875 rvB 245030 424633 9.85% 1.578%
8.492 911 920 930 rBV 887476 1557260 36.11% 5.787%
9.344 1056 1065 1076 rBV 775988 1423084 33.00% 5.288%
10.989 1338 1345 1353 rBV 325136 602273 13.97% 2.238%
13.415 1749 1758 1768 rBV 2027453 3122855 72.41% 11.605%

=
QO ~NO®

11 14.232 1891 1897 1903 rBV 125029 176724 4._.10% 0.657%
12 14.790 1985 1992 2001 rBV2 567744 893590 20.72% 3.321%
13 16.276 2238 2245 2260 rBV 1825663 2805418 65.05% 10.426%
14 17.533 2453 2459 2471 rBV 700062 1151373 26.70% 4._.279%
15 18.385 2599 2604 2614 rBV2 101049 173743 4._.03% 0.646%

16 19.225 2744 2747 2756 rVB2 29675 44977 1.04% 0.167%
17 19.648 2812 2819 2825 rBV3 40072 77841 1.80% 0.289%
18 20.124 2894 2900 2908 rBV 3061956 4312645 100.00% 16.027%
19 21.428 3119 3122 3134 rVB6 63545 147360 3.42% 0.548%
20 21.821 3182 3189 3197 rBV 718531 1201275 27.85% 4._.464%

21 22.603 3318 3322 3328 rVB 44558 73008 1.69% 0.271%
22 23.319 3439 3444 3452 rVB2 57791 128106 2.97% 0.476%

23 24.159 3584 3587 3595 rVB3 54403 105736 2.45% 0.393%
24 25.199 3752 3764 3776 rVB2 390940 1273499 29.53% 4_.733%

Sum of corrected areas: 26909052
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039605.D

Aca On : 26 Feb 2019 18:01

Operator : JU/SJ

Sample : K1597-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG012919.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P

Abundance
3000000

2500000
2000000
1500000
1000000

500000
33229
LA,

TIC: BG039605.D

571 7.70

8.49
9.34

8.17

10.99

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG039605.D

13.42

16.28

17.53
14.79

14.23

18.38
A

19.22 19.65 JL"

2012

21.82

21.43 22.60
S

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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG039605.D

25.20

23.32 24.16 / \

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\BG022619\
Data File : BG039605.D

Aca On : 26 Feb 2019 18:01

Operator : JU/SJ

Sample : K1597-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.29 4.66 ng 98984 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 12
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 12
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 34 (3.288 min): BG039605.D (-31) (-) m/z 73.15 100.00%
7B
5000 43
55 87
5, || 49 | 320 340 360
SNBSS X R O | Y m/z 43.20 51.43%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 3 55 320 340 360
- 87 m/z 55.20 35.11%
"'I""I""I"'“hé?'th'L4?'“"?%'§?H'I"I""I"”%Q%"I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1995: Silane, tetramethyl-
73
320 340 360
5000 m/z 87.15 30.72%
43
2 15 29 36 || 5359 g6 | 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- A T
73 320 340  3.60
m/z 45.15 14.37%
5000 43
58
[ N .
m/z--> 0 10 20 30 40 50 60 70 8 90 100 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039605.D

Aca On : 26 Feb 2019 18:01

Operator : JU/SJ

Sample : K1597-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 3 unknown7.70 Concentration Rank 1

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

7.70 106.48 ng 2260670 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 785 (7.699 min): BG039605.D (-777) (-) m/z 132.10 100.00%
5000 68
20 54 ‘ 75 % 104 740 7.60 7.80 8.00
e e S e 87 L i HS ) Tm/z 68.15  43.99%
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
104
5000 AR A AR A
7.40 7.60 7.80 8.00
0
31,5 51 78 m/z 134.15 33.82%
“I“'W'”'l'MHJ'W'”'P'JI”'W'“'P'“I”'W'”'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-

132

7.40 7.60 7.80 8.00
5000 m/z 66.15 30.09%

63 90 104
15 28 39 % 7 77 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine A e

132 7.40 7.60 7.80 8.00
m/z 69.15 17.01%

5000
33 44 o g7 105
78

R B o R e e e e ARARamAR R B e R

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\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039605.D

Aca On : 26 Feb 2019 18:01

Operator : JU/SJ

Sample : K1597-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.38 3.02 ng 173743 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2603 (18.379 min): BG039605.D (-2599) (-) m/z 43.15 100.00%
o 73
5000 129 MA/\M\’
7 115 213 LI B e o o e o e e
Jﬂ 01 143157171185199 o7 28 18100 1820 18.40 18.60
m/z 73.15 99.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 UGS DR DR

18 00 18. 20 18. 40 18.60

43 3

m/z 60.15 99.34%
213
| Jo“ s ] oo
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
51

18.00 18.20 18.40 18.60
m/z 57.25 91.30%

5000
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid A RERERE RS

78 18.00 18.20 18.40 18.60
m/z 55.15  77.52%

18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039605.D

Aca On : 26 Feb 2019 18:01

Operator : JU/SJ

Sample : K1597-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.43 2.45 ng 147360 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 86
2 Cvclopentadecane 210 C15H30 000295-48-7 74
3 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 64
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 62
5 1-Octadecene 252 C18H36 000112-88-9 58

Abundance Scan 3122 (21.428 min): BG039605.D (-3119) (-) m/z 55.15 100.00%

55

5000

21.20 21.40 21.60 21.80
m/z 83.25  98.45%

|
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43

69

21!20 21.I4O 21!60 21.I80
m/z 97.25 85.76%

5000

125
153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
55

21.20 21.40 21.60 21.80
m/z 43.15  77.99%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethy!- N B e

56 21.20 21.40 21.60 21.80
o7 m/z 69.20 74_.44%

5000
8
27
125141

 EAmEEE R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039605.D

Aca On : 26 Feb 2019 18:01

Operator : JU/SJ

Sample : K1597-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG012919_.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 7 Hexadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.32 2.13 ng 128106 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 80
2 Heptadecane 240 C17H36 000629-78-7 72
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 72
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 72
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
Abundance Scan 3444 (23.319 min): BG039605.D (-3439) (-) m/z 57.20 100.00%
g7
3 110127145 168 207 o043 281 2300 23.20 23.40 23.60
i ,~|.-! o L S R 12000 TP 80T 3 sz 71.15 54.07%
m/z--> 50 100 150 200 250 300
Abundance #94355: Hexadecane, 2-methyl-
57
85
5000 AR AR AR IR
197 2300 23.20 23.40 23.60
113 141 m/z 43.15 50.37%
3 I ‘\|I|1§9. | 2?5.
m/z--> 50 100 150 200 250 300
Abundance #94345: Heptadecane
57
23.00 23.20 23.40 23.60
5000 a5 m/z 85.20 37.16%
29
[ f | M3 141 169 105 240
m/z--> 50 100 150 200 250 300
Abundance #59888: 3,5-Dimethyldodecane e R
57 23.00 23.20 23.40 23.60
m/z 55.15 22.73%
5000
85
29
| ‘ L 126 189 108
m/z--> 50 100 150 200 250 300 ' 23100 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022619\
Data File : BG039605.D

Acq On : 26 Feb 2019 18:01

Operator : JU/SJ

Sample - K1597-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919._M
Quant Title : 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... 3.29 4.7 ng 98984 1 8.17 424633 20.0
unknown?7 .70 7.70 106.5 ng 2260670 1 8.17 424633 20.0
n-Hexadecanoic acid 18.38 3.0 ng 173743 4 17.53 1151370 20.0
Trichloroacetic a... 21.43 2.5 ng 147360 5 21.82 1201280 20.0
Hexadecane, 2-met... 23.32 2.1 ng 128106 5 21.82 1201280 20.0
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