LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091520\
Data File : BF121575.D

Aca On : 15 Sep 2020 13:56

Operator : JU/CG

Sample : L3943-02

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 F\METHODS\8270-BF091020.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 2.128 3 7 22 rVB 1424023 1799721 30.42% 4.249%
2 5.057 501 505 514 rVB 89386 113758 1.92% 0.269%
3 5.463 569 574 577 rBVY 3975881 3886232 65.69% 9.176%
4 6.469 740 745 761 rBVY 3818801 4124351 69.71% 9.738%
5 6.663 775 778 789 rBV 173415 181226 3.06% 0.428%
6 6.828 803 806 810 rBVY 1472792 1343553 22.71% 3.172%
7 7.392 897 902 905 rBVY 2858199 2846671 48.12% 6.721%
8 8.116 1020 1025 1028 rBVY 1863835 1759754 29.74% 4 ._.155%
9 9.192 1202 1208 1211 rBV 4867822 4980458 84.18% 11.760%
10 9.580 1269 1274 1286 rBV 922608 744314 12.58% 1.757%

11 9.869 1318 1323 1326 rBV 2261948 2081550 35.18% 4.915%
12 10.657 1451 1457 1460 rBV 3410747 3259393 55.09% 7.696%
13 11.351 1570 1575 1578 rBV 2580340 2217666 37.48% 5.236%
14 11.880 1661 1665 1678 rBV 986917 1014854 17.15% 2.396%
15 12.663 1794 1798 1812 rBV 404870 469872 7.94% 1.109%

16 12.939 1839 1845 1848 rBV 5974061 5916359 100.00% 13.969%
17 13.163 1879 1883 1889 rVB4 42319 64534 1.09% 0.152%
18 13.833 1994 1997 2008 rBV 641786 959737 16.22% 2.266%
19 13.986 2017 2023 2026 rBV 2337391 2197564 37.14% 5.189%
20 14.157 2049 2052 2055 rBV 47864 62635 1.06% 0.148%

21 14.457 2098 2103 2105 rBV2 110866 141689 2.39% 0.335%
22 15.098 2209 2212 2217 rVB 100203 114629 1.94% 0.271%
23 15.439 2265 2270 2274 rBV 1240459 1600806 27.06% 3.780%
24 15.903 2345 2349 2354 rBV 104734 147937 2.50% 0.349%
25 15.974 2356 2361 2367 rBv4 64673 155373 2.63% 0.367%

26 16.439 2437 2440 2445 rVB 61248 97930 1.66% 0.231%
27 16.986 2530 2533 2540 rVB2 43862 69961 1.18% 0.165%
Sum of corrected areas: 42352527
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091520\
Data File : BF121575.D

Aca On : 15 Sep 2020 13:56

Operator : JU/CG

Sample : L3943-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance -
6000000 TIC: BF121575.D

5000000

4000000 5.46 6.47

3000000 7.39
2000000

2.13 6.83

1000000

506 k L7666

o e ey
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance 5
6000000 TIC: BF121575.D o

5000000 9.19

4000000
10.66

3000000
11.35

9.87
2000000 8.12

1000000 9.58 11.88

12.66

13.16

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
6000000 TIC: BF121575.D

5000000
4000000

3000000
13.99

2000000
15.44

1000000 13.83

14,16 14.46 15907

16.44 16.99

S e e ———— L e e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091520\
Data File : BF121575.D

Aca On : 15 Sep 2020 13:56

Operator : JU/CG

Sample : L3943-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1

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

2.13 26.79 ng 1799720 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 7 (2.128 min): BF121575.D (-3) (-) m/z 73.10 100.00%
73
5000 43
55 87
37| o7 220 2.30 2.40 250
Ot ot S e m/Zz 43.05  41.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 USSR UL A LR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.10 27.97%
0 ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 RS UL A L I
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.10 24 .94%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- AR EEEmEEEEC e
7B 2.20 2.30 2.40 2.50
m/z 41.10 13.83%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” USSR UL AN AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091520\
Data File : BF121575.D

Aca On : 15 Sep 2020 13:56

Operator : JU/CG

Sample : L3943-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5

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

6.66 2.70 ng 181226 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 39
4 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 37
5 _beta.-Methoxyethoxymethyl chloride 124 C4H9CI02 003970-21-6 36

Abundance Scan 778 (6.663 min): BF121575.D (-775) (-) m/z 45.05 100.00%
45
5000
59
i T ok oho 7o
104 : : :
o..,....,....,....,-.|!..,....I~....,.||.'..,...5.‘,9....,.-.-..,....,....,....,....,... m/z 59.10 34.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.40 6.60 6.80 7.00
72 m/z 72.10 21.71%
oL 10 ol || 89 104 116 135
mz> 15 % %0 40 5 60 70 8 9 100 110 150 130 130 150
Abundance
45
640 660 6.80 7.00
5000 59 m/z 73.10 13.75%
31 73
o gg 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45 6.40 6.60 6.80 7.00
m/z 43.00 13.49%
5000
31 59 2 89
o 1oyl , 108 116 133 148 .
m/z--> 10 25 30 40 50 eb fo 80 90 160 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091520\
Data File : BF121575.D

Aca On : 15 Sep 2020 13:56

Operator : JU/CG

Sample : L3943-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.88 9.15 ng 1014850 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 38
Abundance Scan 1665 (11.880 min): BF121575.D (-1661) (-) m/z 73.00 100.00%
448 60 73
5000
129
85 213 L B BRI BN B
8 115 | 43157171185 169 227539 256 11.60 11.80 12.00 12.20
b m/z 43.05 97.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LR BRI U RO B
nmnmnmnm
m/z 60.00 88.96%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,60 11.80 12.00 12.20
5000 129 m/z 57.05 76.39%
29 a7 185 228
. 100115 143157171 199213
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid R RS e s
60 73 11.60 11.80 12.00 12.20
43 m/z 41.05 72.82%
129
5000 -
143 157 214
0 HI\ .”l“‘.‘l‘.l S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091520\
Data File : BF121575.D

Aca On : 15 Sep 2020 13:56

Operator : JU/CG

Sample : L3943-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.66 4.24 ng 469872 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1798 (12.663 min): BF121575.D (-1794) (-) m/z 43.05 100.00%
/73
5000 V“*M,,VA*A_AWA\~\A~.*__~Aw/
1240 12.60 12:80 13.00
0 m/z 73.00 87.08%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
/87
5000 129
12.40 12.60 12.80 13.00
9 185 oa 284 m/z 59.95 81.33%
oL15 Lty | e | e |
m/z--> 50 100 1éo 260 2éo 300 3éo
Abundance
43 J
73 1240 12.60 12:80 13.00
5000 284 m/z 57.05 79.09%
129
97
157 1% 213 21 265 311 372
N e e e
m/z--> 50 100 150 200 250 300 350 k\anAvw_~h~j
Abundance #95855: Pentadecanoic acid e B B e L
43 73 12.40 12.60 12.80 13.00
m/z 55.05 78.38%
5000 129
199 242
157
0! ‘HIHMH .‘ p'8¢)‘ .“ — e M
m/z--> 50 m m m 250 300 350 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091520\
Data File : BF121575.D

Aca On : 15 Sep 2020 13:56

Operator : JU/CG

Sample : L3943-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 8.73 ng 959737 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1996 (13.827 min): BF121575.D (-1994) (-) m/z 57.10 100.00%
57
83
5000
111
RN BRI SO B B
3 139 230 13.60 13.80 14.00 14.20
o oy 163161 207 20 281 m/z 43.10 95.64%
m/z--> 50 100 150 200 250 300 350
Abundance #104182: 1-Octadecene
83
5000 LR DU SURBLLS BB SR
111 Bmmmmmmm
m/z 55.10 86.95%
L Jl 159 100 o 220 25
m/z--> 50 ' 200 2éo 360 3%0
Abundance
57
83 R BRI SO SN B
13.60 13.80 14.00 14.20
5000 11 m/z 83.05 77.19%
29
L L L U L L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester e R aa R e
4 13.60 13.80 14.00 14.20
69 m/z 69.10 72.02%
97
5000
125
04 J‘ J \\ LH \. hl$3 196 224
m/z--> 50 100 150 200 250 360 3%0 1360 1380 1400 1420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091520\
Data File : BF121575.D

Acq On : 15 Sep 2020 13:56

Operator : JU/CG

Sample - L3943-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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... 2.13 26.8 ng 1799720 1 6.83 1343550 20.0
Ethanol, 2-(2-eth... 6.66 2.7 ng 181226 1 6.83 1343550 20.0
n-Hexadecanoic acid 11.88 9.2 ng 1014850 4 11.35 2217670 20.0
Octadecanoic acid 12.66 4.2 ng 469872 4 11.35 2217670 20.0
1-Octadecene 13.83 8.7 ng 959737 5 13.99 2197560 20.0
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