LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061219\
Data File : BG041205.D

Aca On : 12 Jun 2019 14:23

Operator : HP/JU

Sample : K3283-01

Misc :

ALS Vial : 8 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-BG052919 .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 3.183 12 16 20 rvB3 27952 40733 2.23% 0.344%
2 5.639 427 434 446 rBV 404386 692012 37.93% 5.837%
3 7.249 700 708 720 rBV 475679 861235 47.20% 7.265%
4 7.631 766 773 786 rBV 457512 810853 44.44% 6.840%
5 8.101 845 853 865 rBV 133010 247367 13.56% 2.087%

8.430 901 909 916 rBV 300380 540755 29.64% 4_.561%
9.282 1047 1054 1070 rBV 289456 549041 30.09% 4.631%
1327 1334 1345 rBV 185792 357255 19.58% 3.014%
13.353 1741 1747 1761 rBV 699080 1131276 62.00% 9.543%
14.182 1882 1888 1896 rBV 49115 87334 4._.79% 0.737%

QO ~NO®
=
o
O
N
\l

11 14.734 1974 1982 1990 rBV2 341794 554591 30.39% 4.678%
12 16.221 2228 2235 2248 rBV 654580 1065832 58.41% 8.990%
13 17.478 2443 2449 2455 rBV2 457750 714135 39.14% 6.024%

14 18.330 2590 2594 2603 rBv4 25472 57328 3.14% 0.484%
15 18.535 2624 2629 2641 rVB5 20187 41089 2.25% 0.347%
16 19.523 2792 2797 2804 rVB 70183 102283 5.61% 0.863%
17 19.599 2804 2810 2815 rBV9 9485 19012 1.04% 0.160%
18 19.887 2855 2859 2864 rVB 58868 81512 4_.47% 0.688%

19 20.075 2885 2891 2904 rBV 1380685 1824679 100.00% 15.391%
20 21.350 3103 3108 3116 rBv4 48886 102171 5.60% 0.862%

21 21.597 3146 3150 3158 rVB 56319 84221 4.62% 0.710%
22 21.755 3168 3177 3183 rBV2 450028 837050 45.87% 7.061%
23 21.896 3198 3201 3206 rVB5 13960 18961 1.04% 0.160%
24 22.519 3303 3307 3311 rVB3 25307 38001 2.08% 0.321%
25 23.224 3422 3427 3431 rVB2 31151 54691 3.00% 0.461%
26 24.041 3558 3566 3578 rVB7 47216 145627 7.98% 1.228%
27 24.769 3686 3690 3699 rVB6 13752 33845 1.85% 0.285%
28 24.922 3711 3716 3723 rBV6 9879 23637 1.30% 0.199%
29 25.081 3728 3743 3754 rVvv2 186779 645095 35.35% 5.441%
30 26.174 3922 3929 3939 rVBS8 29170 93494 5.12% 0.789%
Sum of corrected areas: 11855115
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061219\
Data File : BG041205.D

Aca On : 12 Jun 2019 14:23

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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: BG041205.D

1200000
1000000
800000

600000

7.25 763
400000 5.64
8.43 9.28

200000 8.10 10.93
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Time--> 350 400 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041205.D

20,07

1200000
1000000

800000 1335

i 16.22
600000
17.48 21.76

400000 14.73

200000

14.18 18.88.54
O o o L e o o L e e e e e e L A R

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: BG041205.D

19-5(%89.83 21.34.6 190 2252
!-,Q- A A

1200000
1000000
800000
600000

400000
25.08

200000 $wﬁgg\
24.04
23.22 40 24777 26.17

e e e e s

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\HPCHEMI1\BNA G\DATA\BG061219\
Data File : BG041205.D

Aca On : 12 Jun 2019 14:23

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 2,2,4-Trimethyl-3-pentanol Concentration Rank 4

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

3.18 3.29 ng 40733 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9

Abundance Scan 16 (3.183 min): BG041205.D (-12) (-) m/z 73.00 100.00%
73.0
5000 430
55.0 87.0
3.20 3.30 3.40 3.50 3.60
Ol il b bl e e e || M7z 43.05  36.31Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
5000 410 550 HUAS A U UL UL R

3.20 3.30 3.40 3.50 3.60

29.0 m/z 87.00 26.74%

0 | | | || | ! |.| ||| | | 97.0 112.0 129.0

,,,,,,,,,,,,

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

Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
R R e RN RERREREE s
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 19.88%
430 550
87.0
27.0
B P 1, 100

T T T e e e T

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A Ramas L EEE S
73.0 3.20 3.30 3.40 3.50 3.60
m/z 45.10 12.48%

5000 43.0
58.0

0.w.uﬁﬁ.nlu.w.”.“”.“:”,”Jw.”.“.”,”.w.”.“.”

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061219\
Data File : BG041205.D

Aca On : 12 Jun 2019 14:23

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 unknown7.63 Concentration Rank 1

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

7.63 65.56 ng 810853 1,4-Dichlorobenzene-d4 8.10
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 25
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 773 (7.631 min): BG041205.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.0
0.3 7.20 7.40 7.60 7.80 8.00
0 170, m/z 68.00 50.34%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 R UL I R
7.20 7.40 7.60 7.80 8.00
70.0 m/z 134.00 35.00%
310 440
0 1, | | \ 116.0
miz--> o 5 6 70 3 % 100 110 130 140 140 180 180 TTo
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
690 - 750 740 760 780 8b0
5000 ' m/z 66.00 34 .59%
31.0 51.0
0””LJMJ”M”W”JP”W””P”W”LP”W””“”W””P”W””P”W
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 21.57%
5000
69.0
57.0
390 ‘ ‘ 890 1030,
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061219\
Data File : BG041205.D

Aca On : 12 Jun 2019 14:23

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.35 2.44 ng 102171 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 90
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 87

Abundance Scan 3108 (21.350 min): BG041205.D (-3103) (-) m/z 57.05 100.00%
57.0
97.1
5000
21 12221 2650 amg 21'00 2120 2140 21060
o} m/z 43.00 76 .95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 L SRR DRI DAL SRS B
21.00 21.20 21.40 21.60
m/z 55.10 69.27%
169.0
0] I km szmo 434.0
m/z--> 5 100 150 200 2%0 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 21.00 21.20 2140 21.60
5000 m/z 97.10 67.62%
169.0
oL ‘ ‘ i37o 224.0 2690 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0 21.00 21.20 21.40 21.60
970 m/z 41.00 67.17%
5000
oL ‘ ‘ }390 1820 2380 2830 384.0
m/z--> 5 100 150 200 2% 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061219\
Data File : BG041205.D

Aca On : 12 Jun 2019 14:23

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_M

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 Heptacosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24 .04 4_.51 ng 145627 Perylene-d12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 60
2 Tridecane 184 C13H28 000629-50-5 55
3 Tetracosane 338 C24H50 000646-31-1 55
4 Hexacosane 366 C26H54 000630-01-3 55
5 Octacosane 394 C28H58 000630-02-4 53
Abundance Scan 3566 (24.041 min): BG041205.D (-3558) (-) m/z 57.05 100.00%
57.0
5000
150.0 206.0 340.8 23.80 24.00 24.20 24.40
oLl 2810 m/z 71.00 65.19%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000
23.80 24.00 24.20 24.40
m/z 43.05 61.91%
o 270} . ‘ “ | _}4} 0. 183 0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 150 260 250 360 3éo
Abundance #48834: Tridecane
57.0
23180 24.00 24.20 24.40
5000 m/z 85.10 48.15%
27.0 99.0
o...x.,.|.ml O a0 o
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0 23.80 24.00 24.20 24.40
m/z 252.00 45 _.74%
5000
990
m/z--> o '55' ' ' 100 ' '150' 200" "250" ' 560" ' ééo" - 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061219\
Data File : BG041205.D

Aca On : 12 Jun 2019 14:23

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.17 2.90 ng 93494 Perylene-d12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 52
2 Tetracosane 338 C24H50 000646-31-1 52
3 Tetratriacontane 479 C34H70 014167-59-0 50
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 50
5 Heneicosane 296 C21H44 000629-94-7 49
Abundance Scan 3928 (26.168 min): BG041205.D (-3922) (-) m/z 57.05 100.00%
.0
5000
25.80 26.00 26.20 26.40
429.3
o 3550 m/z 71.05 52.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194495: Hexacosane
57.0
5000
25.80 26.00 26.20 26.40
9.0 m/z 43.00 51.77%
oLt Ly ) 1401830 2250 267.0 300.0 P
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #175558: Tetracosane
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.00 34.62%
9.0
oL LLLj] 1401830 2250 670 330
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #232376: Tetratriacontane
25.80 26.00 26.20 26.40
m/z 99.00 32.78%
5000
o 141-0183.0 225.0 267.0 309.0 351.0 393.0 435.0 478.0
m/z--> 50 100 150 200 250 300 350 400 450 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061219\
Data File : BG041205.D

Acq On : 12 Jun 2019 14:23

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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]
2,2,4-Trimethyl-3. .. 3.18 3.3 ng 40733 1 8.10 247367 20.0
unknown7 .63 7.63 65.6 ng 810853 1 8.10 247367 20.0
Heptadecyl heptaf... 21.35 2.4 ng 102171 5 21.76 837050 20.0
Heptacosane 24 _04 4.5 ng 145627 6 25.09 645095 20.0
Hexacosane 26.17 2.9 ng 93494 6 25.09 645095 20.0
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