LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\
Data File : BG043012.D
Aca On : 3 Oct 2019 15:15 Instrument :
Operator : JU ?.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 : K5168-02 20190764-SS-COMPOSITE-4
ALS Vial : 3 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-BG092519 .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 3.175 8 15 24 rBv2 118087 283510 5.19% 0.907%
2 3.257 24 29 37 rvB 208785 352180 6.45% 1.127%
3 5.649 428 436 451 rBV 1279362 2115913 38.74% 6.770%
4 7.241 697 707 721 rBVY 1392809 2528376 46.29% 8.090%
5 7.605 761 769 778 rBVY 1357385 2350401 43.03% 7.520%
6 8.063 839 847 856 rBV 252150 458667 8.40% 1.468%
7 8.392 891 903 912 rBV 988982 1722705 31.54% 5.512%
8 9.227 1036 1045 1058 rBV 802086 1469238 26.90% 4_.701%
9 10.872 1316 1325 1335 rBV 331805 617649 11.31% 1.976%
10 13.310 1733 1740 1752 rBVY 2078807 3439778 62.97% 11.006%

11 14.133 1874 1880 1887 rBV 267899 419199 7.67% 1.341%
12 14.685 1967 1974 1983 rBV2 565555 925630 16.95% 2.962%
13 16.172 2220 2227 2244 rBV 2051490 3229481 59.12% 10.333%
14 17.429 2434 2441 2450 rBV2 746405 1162187 21.28% 3.718%
15 18.316 2583 2592 2600 rBV2 151967 238722 4._.37% 0.764%

16 19.585 2804 2808 2815 rBV7 46508 71653 1.31% 0.229%
17 19.832 2844 2850 2856 rBV3 48159 89805 1.64% 0.287%
18 20.038 2879 2885 2890 rBV 4100871 5462351 100.00% 17.477%
19 20.725 2995 3002 3007 rvB2 42032 69298 1.27% 0.222%

20 21.354 3104 3109 3128 rBvV4 138284 515191 9.43% 1.648%

21 21.589 3145 3149 3156 rVB2 119316 194351 3.56% 0.622%
22 21.694 3159 3167 3173 rBV 827875 1483310 27.16% 4.746%

23 22.799 3351 3355 3366 rVB2 50063 95774 1.75% 0.306%
24 23.892 3536 3541 3546 rBvV 59568 121245 2.22% 0.388%
25 23.956 3548 3552 3557 rBV2 44705 82465 1.51% 0.264%

26 24.761 3682 3689 3700 rVB 60332 145592 2.67% 0.466%
27 24.920 3706 3716 3735 rVB 524821 1610044 29.48% 5.151%

Sum of corrected areas: 31254715
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100319\
BG043012.D
3 Oct 2019 15:15
Ju
K5168-02

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

20190764-SS-COMPOSITE-4

Abundance
4000000

3000000

2000000

1000000

33,26

TIC: BG043012.D

5.65 7.24 761

8.39
9.23

|

8.06

10.87

Time-->

O el

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
4000000

3000000

2000000

1000000

13.31

TIC: BG043012.D

16.17

17.43
14.69

14.13 18.32

19.59.83|

20.04

21.69

21.33.

20.73 22,

S
T T T T

O
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
4000000

3000000

2000000

1000000

055

TIC: BG043012.D

24.92

233896

N

247

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\HPCHEM1I\BNA G\DATA\BG100319\

Data File : BG043012.D

Aca On : 3 Oct 2019 15:15

Operator :© JU

ﬁ?gg'e - K5168-02 20190764-SS-COMPOSITE-4
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1 1-Pentene, 2-methyl- Concentration Rank 4

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

3.17 12.36 ng 283510 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 53
4 1-Hexene 84 C6H12 000592-41-6 50
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 50

Abundance Scan 14 (3.169 min): BG043012.D (-8) (-) m/z 56.10 100.00%
56
84
5000
3.20 3.30 3.40 3.50 3.60
0 Ak AT 20 252 B 58 Tn/z 84.05  66.89%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1456: Cyclohexane
56
84
5000 HUNE AN UG IR R U
27 3.20 3.30 3.40 3.50 3.60
m/z 41.05 56 .53%
O S L B L B B L SN RS SRR
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1487: 1-Pentene, 2-methyl-
56
3.20 3.30 3.40 350 3.60
5000 m/z 55.10 39.39%
27 | 84
L R B L S N S S LN RS RS
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1494: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 31.63%
5000
28 | g4
L R S I S L S S LN RS RS AN AN G LR R I
miz-> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG100319\

Data File : BG043012.D

Aca On : 3 Oct 2019 15:15

Operator :© JU

ﬁ?gg'e - K5168-02 20190764-SS-COMPOSITE-4
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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.

3.26 15.36 ng 352180 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (3.257 min): BG043012.D (-24) (-) m/z 73.05 100.00%
7B

-

5000 43
l ‘ 124 921 479 3.20 3.303.403.50 3.60 3.70
o £ m/z 43.10 41.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4492: Butane, 2-methoxy-2-methyl-
B
43 3.20 3.303.403.50 3.60 3.70

l m/z 55.10 32.73%
101
0 I'!"I'"'I'"'I""I""I""I""I""I""I'

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

-

3.20 3.30 3.40 3.50 3.60 3.70

5000 a m/z 87.10 28.88%
I 112
O BB B e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1995: Silane, tetramethyl-
78 3.20 3.303.40 3.50 3.60 3.70
m/z 71.10 11.50%
5000
43
15
O e T e e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.303.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG100319\

Data File : BG043012.D

Aca On : 3 Oct 2019 15:15

Operator :© JU

ﬁ?gg'e - K5168-02 20190764-SS-COMPOSITE-4
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.61 Concentration Rank 1

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

7.61 102.49 ng 2350400 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 770 (7.611 min): BG043012.D (-761) (-) m/z 132.00 100.00%
5000 68
40 %6 720 7.40 7.60 7.80 8.00
54 . . . . .
0 . NNV | — ST A_—-< <R m/z 68.10 43.90%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S AR AR RS R
720 7.40 7.60 7.80 8.00
70 m/z 134.00 33.82%
31 44
o PR P A 8.6 1 116
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 ML UL L
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.48%
31 ‘
0"Lml'Hw'l'L"'w"'w"‘w"'w"""'w"'w"'w
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- fr e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.59%
5000
H 89 103
ob— MHMM “‘...““1.1.5, R R e
m/z--> 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100319\
Data File : BG043012.D

Aca On : 3 Oct 2019 15:15

Operator :© JU

Sample : K5168-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Tridecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.32 4_.11 ng 238722 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2593 (18.322 min): BG043012.D (-2583) (-) m/z 73.05 100.00%
43
5000
129 213
97 171
i | 1o ZTG »81 a5 18.00 18.20 18.40 18.60
0 BURT. o N vt O R W S - m/z 43.10 77.65%
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid
7
43
5000 129
171 18.00 18.20 18.40 18.60
‘ mA m/z 57.10 69.91%
0! llllll Ils? | I.III ——— . e
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4 18.00 18.20 18.40 18.60
5000 129 m/z 55.05 69.15%
H H 157 185 213 256
0...‘““‘.“{“ hlull .‘.{. ‘I .{ 239 ‘....lu —
m/z--> 50 150 200 250 300 350
Abundance #61122: Dodecanoic acid
78 18.00 18.20 18.40 18.60
m/z 60.10 68.26%
5000 43 129
157
s
oL Nr.n‘J‘”' N S NS
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG100319\

Data File : BG043012.D

Aca On : 3 Oct 2019 15:15

Operator :© JU

ﬁ?gg'e - K5168-02 20190764-SS-COMPOSITE-4
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Cyclooctadecane, ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 6.95 ng 515191 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 Cvclotetracosane 336 C24H48 000297-03-0 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 3108 (21.348 min): BG043012.D (-3104) (-) m/z 57.10 100.00%
57
83
5000
111
207 VN U BRI U
139 21.00 21.20 21.40 21.60
I A A7, 07188 | 232292 284 312 343 L7 4310 77.66%
m/z--> 50 100 150 200 250 300 350
Abundance #127775: Cyclooctadecane, ethyl-
55 83
5000 AR AU DA IR B
i 21.00 2120 21.40 21.60
29 251 m/z 55.10 74 .84%
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
21.00 21.20 2140 21.60
5000 11 m/z 83.05 66.58%
29
0 .‘J AL “ J\ I Llil?g M 1‘?7 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43 a3 21.00 21.20 21.40 21.60
m/z 97.10 64 _.47%
5000
111
ol IJ? ..‘.h L JL1?9 167 196 224 250 279 ?98. §3§| . ] Vo
m/z--> 50 100 150 200 250 300 350 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\BG100319\

Data File : BG043012.D

Acq On : 3 Oct 2019 15:15

Operator : JU

3?22'6 - K5168-02 20190764-55-COMPOSITE-4
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.17 12.4 ng 283510 1 8.06 458667 20.0
Butane, 2-methoxy... 3.26 15.4 ng 352180 1 8.06 458667 20.0
unknown7 .61 7.61 102.5 ng 2350400 1 8.06 458667 20.0
Tridecanoic acid 18.32 4.1 ng 238722 4 17.43 1162190 20.0
Cyclooctadecane, ... 21.35 7.0 ng 515191 5 21.69 1483310 20.0
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