LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample : K5662-01

Misc :

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\HPCHEMI\BNA G\METHODS\8270-BG102119.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 3.190 11 17 31 rvB 85854 219600 11.26% 1.917%
2 4.524 238 244 252 rBV 38091 68822 3.53% 0.601%
3 5.123 336 346 359 rBV 470534 813080 41.71% 7.098%
4 5.605 422 428 440 rBV 95702 191052 9.80% 1.668%
5 6.698 610 614 619 rVB2 19845 33684 1.73% 0.294%
6 7.203 689 700 714 rBV 424859 879803 45.13% 7.680%
7 7 .555 753 760 771 rBV 324522 580549 29.78% 5.068%
8 8.014 830 838 846 rBV 181166 322738 16.56% 2.817%
9 8.337 881 893 903 rBV 462176 835243 42.84% 7.291%
10 9.177 1023 1036 1045 rBV 299247 611496 31.37% 5.338%
11 10.816 1305 1315 1324 rBvV 205535 419146 21.50% 3.659%
12 13.172 1711 1716 1723 rVB5 12016 22875 1.17% 0.200%
13 13.260 1723 1731 1742 rBV 863348 1442288 73.98% 12.590%
14 13.966 1846 1851 1856 rBvV7 31223 52272 2.68% 0.456%
15 14.089 1863 1872 1881 rBvV 81571 164355 8.43% 1.435%
16 14.389 1912 1923 1925 rBvV8 13014 34364 1.76% 0.300%
17 14.471 1932 1937 1942 rVB4 23297 39758 2.04% 0.347%
18 14.535 1943 1948 1952 rVB4 13801 22017 1.13% 0.192%
19 14.600 1954 1959 1961 rBvV2 61446 90893 4 .66% 0.793%
20 14.641 1961 1966 1974 rVB 340932 546904 28.05% 4.774%
21 14.888 2004 2008 2013 rVvB4 38436 51815 2.66% 0.452%
22 15.429 2094 2100 2105 rBV9 15311 28818 1.48% 0.252%
23 15.481 2105 2109 2112 rVB3 17329 21643 1.11% 0.189%
24 15.887 2175 2178 2183 rVB4 12594 21366 1.10% 0.187%
25 16.134 2216 2220 2229 rVV2 35901 64481 3.31% 0.563%
26 16.204 2229 2232 2239 rVB7 12221 23384 1.20% 0.204%
27 16.363 2252 2259 2265 rBV5 34845 78338 4.02% 0.684%
28 17.179 2396 2398 2405 rVB7 12085 22503 1.15% 0.196%
29 17.385 2427 2433 2439 rBV 379705 631981 32.42% 5.517%
30 17.873 2513 2516 2519 rBV3 18822 24622 1.26% 0.215%
31 18.278 2581 2585 2590 rBV7 19865 36674 1.88% 0.320%
32 18.560 2630 2633 2636 rBV3 22071 28384 1.46% 0.248%
33 19.189 2733 2740 2743 rBV5 31122 68167 3.50% 0.595%
34 19.441 2780 2783 2789 rBV 21871 29830 1.53% 0.260%

8270-BG102119.M Wed Nov 06 12:31:10 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample : K5662-01

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.994 2872 2877 2887 rVB 1405834 1949477 100.00% 17.017%
36 20.246 2917 2920 2924 rBVG6 38975 66364 3.40% 0.579%

37 21.292 3094 3098 3109 rBV 130487 229739 11.78% 2.005%
38 21.657 3155 3160 3167 rVB 400843 687224 35.25% 5.999%

Sum of corrected areas: 11455749
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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: BG043517.D

1400000
1200000
1000000

800000

600000

400000 7 720 e
7.56 918

200000 8.01 10.82

3.19 5.60

4.52 6.70

O B L I T L o e RS i e o b S oy i

T T T f f T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG043517.D

19199
1400000

1200000

1000000
13.26

800000
21.66

600000

400000 14.64 17.39 21.29

200000 20.25

17.87 18.288.56

(O I B e e e L B o o o o B B i o o N 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: BG043517.D

13.17

1400000

1200000

1000000

800000

600000

400000

200000

O

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\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4

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

3.19 13.61 ng 219600 1,4-Dichlorobenzene-d4 8.01
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 64
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 17 (3.190 min): BG043517.D (-11) (-) m/z 73.10 100.00%
73
5000 43 % F
55 87
| 015 3.20 3.30 3.40 3.50 3.60
Ot b e A e m/z 43.10  35.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUAS U A AR IR A
43 3.20 3.30 3.40 3.50 3.60
‘ 55 87 m/z 55.10 27.00%
0"'I”L'J"”I"”W""P"'I”"I'”'I"” [T
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
- 87 3,20 3.30 3.40 3.50 3.60
5000 m/z 87.10 25.97%
29
o 15
miz--> % 40 60 80 100 130 10 160 180 200 230
Abundance #4398: Silane, ethyltrimethyl- A R e e RS,
7B 3.20 3.30 3.40 3.50 3.60
m/z 45.05 11.05%
5000 59
87
43
o 29 | | ‘ 102
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 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\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.52 4.26 ng 68822 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 80
2 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
3 Furan. 2-methoxv- 98 C5H602 025414-22-6 78
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 78
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72

Abundance Scan 243 (4.518 min): BG043517.D (-238) (-) m/z 83.10 100.00%

55 83
5000 o8
43

420 440 460 480
o...,....,....,..?7.|,'!..f‘?'.|. ot | w7z 55.10 87.70%

m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3241: 3- Penten—2—0ne, 4-methyl-
55 83
43
5000 29

98 420 4.40 4.60 4.80
m/z 98.10 39.37%

0 23 | 37|||| 49||| | 61 67 7 | 92 s
T A e o o B e S ELLAA B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl-
83
55 R
a1 4.20 4.40 4.60 4.80
5000 m/z 43.10 28.88%
27 98
15
67
0 \ wm 33 |, \ 49 (| 61 . 77 || 9
T A o o o e B O AL e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3090: Furan, 2-methoxy- B AL B
83 98 4.20 4.40 4.60 4.80
55 m/z 39.10 22.17%
5000
41 | 69
(O o L LALL A o o
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.12 50.39 ng 813080 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 345 (5.117 min): BG043517.D (-336) (-) m/z 43.10 100.00%
a3
59
5000
101 SEDUNENND & SN ——
4.80 500 5.20 5.40
83
Ol e ..'!~|i..7.1.,-....-,....,....,....,....,....,2.97.. m/z 59.10 64.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BN UL UL LS UL
59 480 500 520 540
m/z 101.10 24 .12%
31 g3 101
A L e I B W M LA e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50
480 500 520 540
5000 M m/z 58.10 16.63%
0 Wl s 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4035: 2,3-Butanedione, monooxime I e e
43 4.80 500 5.20 5.40
m/z 41.10 9.50%
5000
101
15 58
L | Teo e |
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 trans-.beta.-Ocimene Concentration Rank 9

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

6.70 2.09 ng 33684 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-.beta.-0Ocimene 136 C10H16 003779-61-1 64
2 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 64
3 (19)-2.6.6-Trimethyvlbicvclol3.1.... 136 C10H16 007785-26-4 56
4 3.5-Methanocvclopentapvrazole. 3... 164 C10H16N2 087143-58-6 37
5 9,10-Epoxy-4,8-ethanocyclohepta[... 208 C11H1204 1000141-73-2 32

Abundance Scan 614 (6.698 min): BG043517.D (-610) (-) m/z 93.10 100.00%
93

5000 79

3

1(|)5 171 6.40 6.60 6.80 7.00
S ISR | S A S m/z 91.10 55.91%

4 93 67
|||I| ||| |||| !
R RRESRRREEL N

L N— 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15731: trans-.beta.-Ocimene
93
5000
a1 79 6.40 6.60 6.80 7.00
53 105 m/z 91.95 40.07%
27 ” 67 121
0..“%?w..Lh..”iJ”.ﬂJl.,ulh,”.!L”..,J..,m:h,”.n,”..“%?§“..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93
e e e R
6.40 6.60 6.80 7.00
5000 m/z 79.10 38.60%
41 v
27 53 ‘ 105 121
S AN RS S P e N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15853: (1S)-2,6,6-TrimethyIbicyclo[3.1.1]hept-2-ene
93 6.40 6.60 6.80 7.00
m/z 77.10 31.54%
39
27
5000 77
12 NI 105 1
O.W.”.“.J“.”,ﬂ.4Mﬂ..wm, PR S NN A .- .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 5 unknown7.56 Concentration Rank 3

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

7.56 35.98 ng 580549 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 761 (7.561 min): BG043517.D (-753) (-) m/z 132.00 100.00%
132
5000 /\‘
720 740 7.60 7.80
01 m/z 68.10 42 .94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000
7.20 7.40 7.60 7.80
m/z 134.00 36.14%
0‘
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 o 720 740 7.60 7.80
5000 m/z 66.10 29.20%
78
31 54 51
0"P'”P'“I”J“J'W'”'P”lP'“I””I”'W'”'P”'P'”I“”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80
m/z 69.10 17.79%
5000
33 a4 o 97 105
0 5160 "7 e | | us
m/z--> 10 20 30 40 §0 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 7 unknownl6.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.36 2.48 ng 78338 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 49
2 4-Imidazolidinone. 2.2-dimethvl-... 169 C8H15N30 142071-78-1 38
3 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 35
4 Sulfurous acid. nonvl pentvl ester 278 C14H3003S 1000309-14-2 35
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 30

Abundance Scan 2259 (16.363 min): BG043517.D (-2252) (-) m/z 57.10 100.00%

1

5000

16.00 16.20 16.40 16.60

0 m/z 71.10 99.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane
43 Y7
71
5000 LA L L L L L LB L L B
85 16.00 16.20 16.40 16.60
29 m/z 43.10 95.83%
ol 15 99 113127141155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37784: 4-Imidazolidinone, 2,2-dimethyl-3-[(1-methylethyli...
7
R e EEaE L
16.00 16.20 16.40 16.60
5000 m/z 41.10 49 .59%
56 169
30
0 u‘ \‘H Al | 84 97 1]\-3126140154
B ma I e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl- R e EEaE L
57 1 16.00 16.20 16.40 16.60
43 m/z 184.10 48 .57%
5000
85
169
29 127
RIEC S I P 2anes | rapieray 267
A B o o B R Eaa e L e AR EA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 8 unknownl19.19 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.16 ng 68167 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 42
2 Octadecane 254 C18H38 000593-45-3 42
3 Hexadecane 226 C16H34 000544-76-3 42
4 Tridecane 184 C13H28 000629-50-5 42
5 Dodecane 170 C12H26 000112-40-3 42
Abundance Scan 2740 (19.189 min): BG043517.D (-2733) (-) m/z 57.10 100.00%
57
206
5000
3 113 13g 169 226945 271 355 1880 1900 19.20 19.40 19.60
(o} e m/z 43.10 75.27%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 AR A AR B BN
18. 80 19. oo 19 20 19. 40 19. 60
m/z 71.10 67 .15%
29 113 141 169 197 240
ok Hl:,l.!ﬂn4 e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
18:80 19.00 19,20 19.40 19.60
5000 85 m/z 206.00 65.64%
0 h’ I ‘\ Il || 1:1[3 | 14\.1 169 197 225 254
m/z--> 55 160 1%0 200 250 360 3%0
Abundance #83027: Hexadecane
57 18.80 19.00 19.20 19.40 19.60
m/z 85.10 39.99%
5000 85
29
0 H‘ [l .l A Il 1:!-3 i 141 169 197 2?6
m/z--> 5'0 1(')0 1&1,0 200 250 300 3&1,0 18. 80 19. 00 19 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110519\
Data File : BG043517.D

Aca On : 5 Nov 2019 21:03

Operator :© JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 9 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.29 6.69 ng 229739 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93

Abundance ~ Scan 3098 (21.292 min): BG043517.D (-3094) (-) m/z 55.10 100.00%
| [ uwwwMWﬁwa\*vﬁ”vwW“W
5000
47 171 208229 2p3282 21.00 21.20 21.40 21.60
ol 306325344 m/z 57.10  95.74%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 LRI BN UL UL UL
111 21.00 21.20 21.40 21.60
- m/z 43.10 94 .60%
o 1 |139,,169191210 238 a3
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
o7 2100 21.20 21.40 21.60
5000 m/z 97.10 81.04%
29 125
0 \J W ‘7 \h L‘J\. 1 1§4 182 2:!'0 2318 283 384
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate  EAmEmEEE
57 21.00 21.20 21.40 21.60
97 m/z 83.10 79.69%
5000
29 125
0 REN N Ljy (194 182 224 252 297 328348
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\BG110519\
Data File : BG043517.D

Acq On : 5 Nov 2019 21:03

Operator : JU

Sample - K5662-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.19 13.6 ng 219600 1 8.01 322738 20.0
3-Penten-2-one, 4... 4.52 4.3 ng 68822 1 8.01 322738 20.0
2-Pentanone, 4-hy... 5.12 50.4 ng 813080 1 8.01 322738 20.0
trans-_beta.-Ocimene 6.70 2.1 ng 33684 1 8.01 322738 20.0
unknown? .56 7.56 36.0 ng 580549 1 8.01 322738 20.0
unknownl16 .36 16.36 2.5 ng 78338 4 17.39 631981 20.0
unknown19.19 19.19 2.2 ng 68167 4 17.39 631981 20.0
Heptadecyl heptaf... 21.29 6.7 ng 229739 5 21.66 687224 20.0
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