LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083019\

Data File : BG042620.D

Aca On : 31 Aug 2019 3:40 Instrument :

Operator : HP/JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

a?zgle : K4591-01 e

ALS Vial : 18 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.116 3 5 20 rvB 147459 185175 7.04% 1.446%
2 5.555 412 420 431 rBV 478363 772933 29.39% 6.036%
3 7.164 686 694 709 rBV 485310 895530 34.05% 6.993%
4 7.529 748 756 769 rBV 535375 904192 34.38% 7.061%
5 7.993 829 835 844 rVB 110164 187156 7.12% 1.462%

8.322 883 891 901 rBV 438257 747764 28.43% 5.839%
9.162 1026 1034 1049 rBvV 280235 523263 19.90% 4._.086%
10.819 1308 1316 1327 rBV 130378 254140 9.66% 1.985%
13.275 1727 1734 1746 rBV 1029442 1608781 61.17% 12.563%
14.103 1869 1875 1886 rBV 68225 118695 4_.51% 0.927%

=
QO ~NO®

11 14.656 1962 1969 1980 rBV 248388 407674 15.50% 3.184%
12 16.148 2216 2223 2238 rBV 808638 1308535 49.76% 10.218%
13 17.405 2431 2437 2453 rBV2 328124 524636 19.95% 4_.097%
14 20.020 2876 2882 2888 rBV 2018158 2629824 100.00% 20.536%
15 21.318 3098 3103 3112 rBV2 81657 147259 5.60% 1.150%

16 21.683 3158 3165 3178 rVB 382879 649374 24.69% 5.071%

17 22.482 3297 3301 3306 rBvV3 22571 40083 1.52% 0.313%

18 23.187 3413 3421 3429 rVB3 25973 59712 2.27% 0.466%

19 23.992 3552 3558 3565 rVB 28099 56094 2.13% 0.438%

20 24.926 3705 3717 3730 rBv2 240231 755854 28.74% 5.902%

21 26.083 3908 3914 3921 rBV7Y 10761 29059 1.10% 0.227%
Sum of corrected areas: 12805733
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042620.D

Aca On : 31 Aug 2019 3:40

Operator : HP/JU

Sample : K4591-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

C:\Database\NIST11.L
LSCINT.P

Abundance
2000000

1500000

1000000

500000

.12

TIC: BG042620.D

7.53

9.16

7.99 10.82

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance
2000000

1500000

1000000

500000

13.27

TIC: BG042620.D

20.02

16.15

21.68
17.41
14.66

14.10 ﬂ

21.32 22.48

Time-->

05
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

23.19

TIC: BG042620.D

24.93

23.99 26.08

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

8270-BG082219.M Sat Aug 31 15:02:13 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042620.D

Aca On : 31 Aug 2019 3:40

Operator : HP/JU

Sample : K4591-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.12 19.79 ng 185175 1,4-Dichlorobenzene-d4 8.00
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 6 (3.122 min): BG042620.D (-3) (-) m/z 73.10 100.00%
3
5000
43 55 87
5 | | &7 3.20 3.30 3.40 3.50
SN TR R /A N S — A Y 2 0 (o T 0y £
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HURESE R R UL
43 3.20 3.30 3.40 3.50
55 87 m/z 43.10 22.30%
21 | el
mz-> %0 % 40 % 60 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 IR RSN RN RS
3.20 3.30 3.40 3.50
5000 55 m/z 55.10 21.61%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- R AR Eamms e
73 3.20 3.30 3.40 3.50
m/z 71.10 10.44%
5000
45
29
N S 67 ) 101 /\\\
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 320 3.30 340 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042620.D

Aca On : 31 Aug 2019 3:40

Operator : HP/JU

Sample : K4591-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 1

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

7.53 96.62 ng 904192 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(-phenvlisopropvl)benzaldimine 223 C16H17N 1000379-01-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 756 (7.529 min): BG042620.D (-748) (-) m/z 132.00 100.00%
32
5000
68
96 BESSRRARSRRANERRASAN
40 54 28 07 7.20 7.40 7.60 7.80
B B S I m/z 134.00 32.39%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine
5000 AR LS SR LR
105 7.20 7.40 7.60 7.80
01 m/z 68.10 31.64%
39 51 65 77 L 17 | 146 165 180 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
AR L SN LR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 20.97%
41 97
53
I
|||“i“||“|‘| |‘|“l‘|‘|“|‘ |‘i |]|-0|7| I‘\IIIHI s A s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R EEOEaREEEE SR
132 7.20 7.40 7.60 7.80
m/z 69.10 13.82%
5000
6 104
e8| Yo
h Iy [ I | 1l i
m/z--> 40 60 80 100 120 140 160 180 200 220 720 7.0 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042620.D

Aca On : 31 Aug 2019 3:40

Operator : HP/JU

Sample : K4591-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 4 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

2132 4.54ng 147259 Chrysene-d12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702
4 1-Eicosene 280 C20H40

5 Heptadecyl heptafluorobutyrate 452 C21H35F702

006385-15-5 94
003452-07-1 94
959085-66-6 94

1000282-98-2 94

Abundance Scan 3103 (21.318 min): BG042620.D (-3098) (-) m/z 57.05 100.00%
57 83
5000 111
39 e
| tl 168 207 280 21.00 21.20 21.40 21.60
iy e o O T B S m/z 83.05 88.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
5000 LN L L L L L L L LB L |
21.00 21.20 21.40 21.60
29 125 m/z 43.10 88.17%
il ] |l 154 182 210 238 283 384
e i e B e L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
T
21.00 21.20 21.40 21.60
5000 11 m/z 55.05 85.12%
29
Ll L J \139 168 210 238 266 295
L e s B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester R A SR
57 21.00 21.20 21.40 21.60
o7 m/z 97.05 77.00%
5000
125
29 169
LA ‘ || ) 147 196 224 259 420
L A e T T e
m/z--> 50 100 150 200 250 300 350 400 21. OO 21. 20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG083019\
Data File : BG042620.D

Acq On : 31 Aug 2019 3:40

Operator : HP/JU

Sample - K4591-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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... 3.12 19.8 ng 185175 1 8.00 187156 20.0
unknown7 .53 7.53 96.6 ng 904192 1 8.00 187156 20.0
Pentafluoropropio... 21.32 4.5 ng 147259 5 21.68 649374 20.0
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