LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\
Data File : BG045813.D
Aca On 19 Jun 2020 13:25 Instrument :
Operator : CG/JU (BZII\!A_(tSS el

- - lentosampleld :
a?zgle : 1-3033-09 LF017MW005-200616
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-BG061520.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 4.533 239 246 258 rVB 81453 159172 4.33% 1.105%
2 5.526 408 415 429 rBV 213953 397775 10.81% 2.762%
3 7.147 683 691 704 rBV 148048 294712 8.01% 2.047%
4 7.917 813 822 833 rBV 169378 323190 8.78% 2.244%
5 8.240 868 877 889 rBV 457882 838913 22.80% 5.826%

9.080 1013 1020 1030 rBV 416017 774429 21.05% 5.378%
10.725 1292 1300 1310 rBV 215665 419051 11.39% 2.910%
1288849 2115802 57.50% 14.693%
14.020 1854 1861 1868 rBVY 140770 218977 5.95% 1.521%
14.566 1946 1954 1961 rBV 380734 601828 16.35% 4._.179%
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11 16.064 2202 2209 2225 rBV 1224149 1915517 52.06% 13.302%
12 17.316 2416 2422 2432 rBV 463891 734362 19.96% 5.100%
13 18.220 2571 2576 2583 rBV2 64872 101847 2.77% 0.707%
14 19.936 2861 2868 2878 rBV 2727356 3679782 100.00% 25.553%
15 21.234 3085 3089 3100 rBV2 92201 188569 5.12% 1.309%

16 21.569 3141 3146 3154 rBV2 472603 806247 21.91% 5.599%
17 24.694 3669 3678 3689 rBv2 288856 830214 22.56% 5.765%

Sum of corrected areas: 14400387
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BG045813.D

Aca On : 19 Jun 2020 13:25
Operator : CG/JU

Sample - L3033-09

Misc :

ALS Vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061920\

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

LFO17MWO005-200616
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2000000
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1000000

500000

4.53

5.53

TIC: BG045813.D

8.24
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Time-->
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2500000

2000000

1500000

1000000

500000

13.19

14.02

14.57

16.06

TIC: BG045813.D

17.32
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Abundance

2500000

2000000

1500000

1000000

500000

24.69

TIC: BG045813.D

Time-->
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8270-BG061520.M Mon

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061920\
Data File : BG045813.D

Aca On 19 Jun 2020 13:25

Operator : CG/JU

Sample : L3033-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 1,3-Oxathiolane Concentration Rank 2

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

4.53 9.85 ng 159172 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolane 90 C3H60S 002094-97-5 87
2 Thiourea. methvl- 90 C2HB6N2S 000598-52-7 64
3 3-Thietanol 90 C3H60S 010304-16-2 42
4 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
5 Trisilane 92 H8Si3 007783-26-8 9

Abundance Scan 245 (4.527 min): BG045813.D (-239) (-) m/z 89.95 100.00%
60 9
5000 j\
T
420 4.40 4.60 4.80
o4 4 0 Tm/z 60.05 92.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #2279: 1,3-Oxathiolane
60 90
5000 IBESARBE AR R SRE
420 4.40 4.60 4.80
7 m/z 59.05 59.46%
OI‘UI\‘\I L::‘u“luuuuluuuuluuuu T
m/z--> 50 100 150 200 250 300 350 400
Abundance
90
30 IBESARBE AR AR SRE
420 4.40 4.60 4.80
5000 60 m/z 45.05 48 _.25%
e L L UL L WL WL B S ]\
m/z--> 50 100 150 200 250 300 350 400
Abundance #2276: 3-Thietanol TP
90 420 4.40 4.60 4.80
46 m/z 60.95 24 _.62%
5000 }\
0"'IJ"'I""I""I""I""I"" U SN SSRGS
m/z--> 50 100 150 200 250 300 350 400 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045813.D

Aca On 19 Jun 2020 13:25

Operator : CG/JU

ﬁ?ggle i L3033-09 LF017MW005-200616
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 4
R.T. EstConc Area Relative to ISTD R.T.
18.22 2.77 ng 101847 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Undecanoic acid 186 C11H2202 000112-37-8 38
Abundance Scan 2576 (18.220 min): BG045813.D (-2571) (-) m/z 73.05 100.00%
73
60
43
5000 129 213
87 171
01115 | 315752185 o9 | 227 286 18.00 18.20 18.40 18.60
o} m/z 60.05 72.06%
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
18.00 18.20 18.40 18.60
213 m/z 55.05 65.99%
0 i 143 BT 169
m/z--> 25"'25"'50"'50 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.00 18.20 18.40 18.60
5000{ g 129 m/z 43.05 61.04%
87 242
143 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid A AR SR ma s bR
43 078 18.00 18.20 18.40 18.60
m/z 57.05 58.95%
5000 - e
T7 115 ‘ 71 214
T O -2 W - 0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061920\

Data File : BG045813.D

Aca On 19 Jun 2020 13:25

Operator : CG/JU

ﬁ?ggle i L3033-09 LF017MW005-200616
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.23 4.68 ng 188569 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 4-Trifluoroacetoxvhexadecane 338 C18H33F302 1000215-97-5 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 n-Pentadecanol 228 C15H320 000629-76-5 90
Abundance Scan 3088 (21.228 min): BG045813.D (-3085) (-) m/z 83.05 100.00%
55 83
5000
I #0357 m/z 55.00 81.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 LRI BRI UL BN R
1 21,00 21.20 21.40 21.60
m/z 57.05 80.25%
29 169
0 —T \‘I ‘I‘ I\‘ \I . ||| wl‘\ I“Lfl"3!9 ‘I ‘ I\ IZ:E-OI T |25|5| —T —TTT —T |4|.0|6|
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69 R BRI SRR B B
97 21.00 21.20 21.40 21.60
5000 m/z 97.00 78.99%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #175130: 4-Trifluoroacetoxyhexadecane
55 21.00 21.20 21.40 21.60
m/z 69.00 76.32%
5000 83
111
L 0 199 105 22
m/z--> 50 100 150 200 250 300 350 400 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\BG061920\

Data File : BG045813.D

Acq On : 19 Jun 2020 13:25

Operator : CG/JU

ﬁ?ggle i 1-3033-09 LFO17MW005-200616
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._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]
1,3-Oxathiolane 4.53 9.8 ng 159172 1 7.92 323190 20.0
n-Hexadecanoic acid 18.22 2.8 ng 101847 4 17.32 734362 20.0
Heptafluorobutyri... 21.23 4.7 ng 188569 5 21.57 806247 20.0
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