LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043226.D

Aca On : 15 Oct 2019 19:49

Operator :© JU

Sample - K5350-03

Misc :

ALS Vial : 14 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 3.152 6 11 20 rBv3 57305 128460 4.67% 0.739%
2 3.228 20 24 33 rvB 134698 211281 7.68% 1.215%
3 5.631 426 433 449 rBV 652028 1152702 41.89% 6.631%
4 7.223 696 704 716 rBV 722965 1355999 49.27% 7.801%
5 7.588 758 766 780 rBV 730318 1318425 47.91% 7 .585%
6 8.052 837 845 856 rBV2 156338 279483 10.16% 1.608%
7 8.375 892 900 911 rBV 534725 974426 35.41% 5.606%
8 9.209 1034 1042 1061 rBV 395715 822656 29.89% 4_.733%
9 10.854 1314 1322 1335 rBV 171975 369338 13.42% 2.125%
10 13.299 1731 1738 1756 rBVY 1057630 1763569 64.08% 10.145%

11 14.121 1872 1878 1891 rBV 118211 206872 7.52% 1.190%
12 14.673 1966 1972 1987 rBV 341472 589505 21.42% 3.391%
13 16.160 2219 2225 2247 rBV 1007632 1770127 64.32% 10.183%
14 17.423 2433 2440 2454 rBV 426932 767207 27.88% 4.414%

15 17.535 2455 2459 2468 rVB5 22876 49696 1.81% 0.286%
16 18.310 2586 2591 2595 rBV4 31415 52817 1.92% 0.304%
17 20.032 2877 2884 2896 rBV 1881140 2752060 100.00% 15.832%
18 20.331 2929 2935 2940 rBV3 23445 35641 1.30% 0.205%

19 21.330 3100 3105 3114 rBV2 120052 244740 8.89% 1.408%
20 21.695 3159 3167 3180 rBV2 471347 928898 33.75% 5.344%

21 21.883 3195 3199 3203 rVB3 22196 30187 1.10% 0.174%
22 22.488 3298 3302 3318 rVB2 56521 123970 4 _50% 0.713%
23 23.181 3415 3420 3426 rVB4 39436 73988 2.69% 0.426%
24 23.375 3446 3453 3462 rVB2 24139 61103 2.22% 0.352%

25 23.992 3551 3558 3565 rVB2 56607 119770 4 _.35% 0.689%

26 24.914 3705 3715 3733 rBV2 328164 1056685 38.40% 6.079%
27 26.066 3904 3911 3921 rVB6 35341 103148 3.75% 0.593%
28 27.417 4139 4141 4152 rVBS8 17527 40299 1.46% 0.232%

Sum of corrected areas: 17383052
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043226.D

Aca On : 15 Oct 2019 19:49

Operator : JU

Sample : K5350-03

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG043226.D
1500000
1000000
22 7.59
563 7.22
8.37
500000 9.21
3.23 8.05 10.85
35
oL -———— - —_— — -
Time--> 3.50 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043226.D
20.03
1500000
13.30
1000000 16.16
500000 17.42 21.69
14.67
14.12 21.33
. 753 1831 | 20.33 188 2249
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: BG043226.D
1500000
1000000
500000
24.91
23.99
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-BG092519.M Wed Oct 16 13:47:24 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043226.D

Aca On : 15 Oct 2019 19:49

Operator :© JU

Sample : K5350-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 1 1-Pentene, 2-methyl- Concentration Rank 4

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

3.15 9.19 ng 128460 1,4-Dichlorobenzene-d4 8.05
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 86
3 1-Hexene. 3.4-dimethvl- 112 C8H16 016745-94-1 72
4 Pvridine-D5- 84 C5D5N 007291-22-7 64
5 Cyclopentanone 84 C5H80 000120-92-3 53

Abundance Scan 11 (3.152 min): BG043226.D (-6) (-) m/z 56.10 100.00%
96
84
41
5000
69
e
3.20 3.30 3.40 3.50 3.60
o et e e e 22 Tm/z 84.05  76.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1455: Cyclohexane
56 84
5000 4t A R R U IR
69 3.20 3.30 3.40 3.50 3.60
- m/z 41.10 62.72%
ob—2 AR R B WA MRS RN wE RS R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1487: 1-Pentene, 2-methyl-
56
41
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 50.39%
27 69 g4
s 0
0"ml'w'““'“MI”"I"”I""P"'I'”'I"'W""I”"
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #6730: 1-Hexene, 3,4—dimethy|— L L B BN LR I
4 b 3.20 3.30 3.40 3.50 3.60
- m/z 69.10 31.08%
5000
84
‘ 70
Ot J‘I NN--.‘---gz '}%%I S PEEEY LR SRR S
m/z--> 20 40 60 8 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043226.D

Aca On : 15 Oct 2019 19:49

Operator :© JU

Sample : K5350-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 3

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

3.23 15.12 ng 211281 1,4-Dichlorobenzene-d4 8.05
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 24 (3.228 min): BG043226.D (-20) (-) m/z 73.10 100.00%
7B

f

5000 43
87
Lag 286 3.20 3.30 3.40 3.50 3.60
Ol el B e e e e aoS, | m/z 43.10 0 37.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4492: Butane, 2-methoxy-2-methyl-
78
5000 L L B IR B R I
55 3.20 3.30 3.40 3.50 3.60
r 87 m/z 87.10 28.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 27 .58%
il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4436: Pentane, 3-methoxy-
78 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.16%
5000
45
o,H,‘S?,l?l,,,, —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043226.D

Aca On : 15 Oct 2019 19:49

Operator :© JU

Sample : K5350-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 unknown7.59 Concentration Rank 1

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

7.59 94 .35 ng 1318430 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 766 (7.588 min): BG043226.D (-758) (-) m/z 132.00 100.00%
132
5000 68 j\\
40 54 ? 720 7.40 7.60 7.80 8.00
0 CZANN I NS—L] £ S—: m/z 68.10 43.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
31 m/z 134.00 31.17%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.05 30.29%
33 105
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.55%
97 h
5000
31
0 44 ‘ L 1 116 \‘
m/z--> 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 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\BG101519\
Data File : BG043226.D

Aca On : 15 Oct 2019 19:49

Operator :© JU

Sample : K5350-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.33 5.27 ng 244740 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol. 2-(tetradecvloxv)-

2 Dotriacontvl pentafluoropropionate
3 Hexacosvl heptafluorobutvrate

4 Dotriacontvl heptafluorobutvrate

5 Dotriacontyl trifluoroacetate

258 C16H3402

612 C35H65F502
578 C30H53F702
662 C36H65F702
562 C34H65F302

002136-70-1 91
1000351-81-4 91
1000351-83-3 91
1000351-84-2 91
1000351-75-4 91

Abundance Scan 3105 (21.330 min): BG043226.D (-3100) (-) m/z 57.05 100.00%
57
5000 97
40 207 267 21.00 21.20 21.40 21.60
0,....,....,..E. At 3 e M/Zz 43.05  75.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000
21.00 21.20 21.40 21.60
m/z 55.10 61.41%
2
O HH
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
57
97 21.00 21.20 21.40 21.60
5000 m/z 71.10 54 _.96%
39
ol27 |, 181 222 264 320 362 404 448 493 594
R N o o e L R e e R RS o
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #240356: Hexacosy! heptafluorobutyrate
57 21.00 21.20 21.40 21.60
m/z 83.05 50.67%
97
5000
9169
ol 7 | 109 208 250280 320 364 409 560
A B R e e R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043226.D

Aca On : 15 Oct 2019 19:49

Operator :© JU

Sample : K5350-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 Tridecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .49 2.67 ng 123970 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 74
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 72
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 3302 (22.488 min): BG043226.D (-3298) (-) m/z 57.10 100.00%
57
5000 85
127 22.20 22.40 22.60 22.80
177
- .J.", Ll i 235238 285 341371 429 5211 n777 43.10  55.88%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 HRRUAARAR B U B
22.20 22.40 22.60 22.80
28 m/z 71.10 53.55%
o1 18 1sst 310
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100330: 2-Bromo dodecane
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 37.77%
29J J 113 169
o | [T 140 248
miz--> 0 56 160 1éo 260 250 360 3%0 460 4éo 560
Abundance #161090: Sulfurous acid, butyl tridecyl ester
22.20 22.40 22.60 22.80
m/z 55.10 27 .58%
5000
(o} A
miz--> 0 50 100 150 200 250 300 350 400 450 500 22fzo 22!40 22)60 22!80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043226.D

Aca On : 15 Oct 2019 19:49

Operator :© JU

Sample : K5350-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.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 7 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.27 ng 119770 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 83
2 Octacosane 394 C28H58 000630-02-4 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 80
Abundance Scan 3558 (23.992 min): BG043226.D (-3551) (-) m/z 57.05 100.00%
57
5000 85
113 23.60 23.80 24.00 24.20 24.40
155 133207 295
ol A A d L oy, 295 183307 | 258 295 a41369 dolaze | T T he TG ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57
5000 85
23.60 23.80 24.00 24.20 24.40
m/z 43.10 50.40%
. 20 11}311§1 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.10 41.79%
29 113 141
0 LLd ] |7+ 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #202662: Heptacosane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 25.74%
5000
85
o 290 | ;113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 400 23160 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101519\
Data File : BG043226.D

Acq On : 15 Oct 2019 19:49

Operator : JU

Sample - K5350-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.15 9.2 ng 128460 1 8.05 279483 20.0
Butane, 2-methoxy... 3.23 15.1 ng 211281 1 8.05 279483 20.0
unknown? .59 7.59 94.3 ng 1318430 1 8.05 279483 20.0
Ethanol, 2-(tetra... 21.33 5.3 ng 244740 5 21.69 928898 20.0
Tridecane, l1l-iodo- 22.49 2.7 ng 123970 5 21.69 928898 20.0
Docosane 23.99 2.3 ng 119770 6 24.91 1056690 20.0
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