LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031220\
Data File : BG044735.D

Aca On : 12 Mar 2020 14:52

Operator : CG/JU

Sample : L1873-05

Misc :

ALS Vial : 9 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-BG031020.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 3.153 6 11 20 rBv2 90229 209392 6.14% 0.927%
2 3.235 21 25 31 rvB 41547 69497 2.04% 0.308%
3 5.620 424 431 440 rBV 985829 1589701 46.63% 7.040%
4 7.207 693 701 713 rBVY 1011612 1787012 52.42% 7.914%
5 8.053 839 845 853 rVB 340526 610822 17.92% 2.705%

8.376 893 900 911 rBV 714771 1302950 38.22% 5.770%
9.210 1032 1042 1052 rBV 595781 1114866 32.70% 4_.937%
1316 1323 1332 rBV 489213 872416 25.59% 3.864%
13.311 1733 1740 1750 rVB 1547971 2417807 70.93% 10.708%
14.134 1874 1880 1886 rBV 88409 137703 4._.04% 0.610%

QOO ~NO®
=
o
0]
()]
=

11 14.686 1965 1974 1984 rBV2 754812 1255310 36.82% 5.559%
12 16.167 2219 2226 2235 rBV 1238735 1890296 55.45% 8.371%
13 17.430 2434 2441 2447 rBV 978718 1524419 44.72% 6.751%
14 18.335 2586 2595 2608 rBV3 82300 165718 4._86% 0.734%

15 19.481 2785 2790 2795 rBV2 47406 69600 2.04% 0.308%
16 19.604 2804 2811 2816 rBV9 22966 45165 1.32% 0.200%
17 19.839 2847 2851 2855 rVB 43913 60258 1.77% 0.267%

18 20.045 2878 2886 2892 rBV 2490750 3408912 100.00% 15.097%
19 21.367 3106 3111 3119 rBV 201284 315646 9.26% 1.398%
20 21.701 3160 3168 3174 rBV2 1001175 1711496 50.21% 7.580%

21 22.559 3310 3314 3321 rBvV4 47878 78000 2.29% 0.345%
22 23.264 3429 3434 3438 rBv4 48925 88131 2.59% 0.390%
23 24.081 3568 3573 3581 rBv4 53399 114306 3.35% 0.506%
24 24.915 3705 3715 3729 rVB2 574552 1638142 48.05% 7.255%
25 25.045 3733 3737 3746 rVB5 43297 102897 3.02% 0.456%

Sum of corrected areas: 22580462
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031220\

BG044735.D

12 Mar 2020 14:52

CG/JuU

L1873-05

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000
2000000
1500000

1000000

500000

FRE

TIC: BG044735.D

5.62 7.21

8.38
9.21
10.86

8.05

0
Time-->

350 4.00 450 5.00 5.50 6.00 650

700 7.50 8.00 850 9.00 950 1000 1050 11.00 1150 1200 1250

Abundance

2500000
2000000
1500000

1000000

500000

13.31

TIC: BG044735.D
20,04

16.17
17.43 2L.70

14.69

21.37

22.56

14.13 18.33

19,4868

054
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
2500000

2000000

1500000

1000000

500000

23.26
A

TIC: BG044735.D

24.92

24.08 5.04
A

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\BG031220\
Data File : BG044735.D

Aca On : 12 Mar 2020 14:52

Operator : CG/JU

Sample : L1873-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 unknown3.23 Concentration Rank 4

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

3.23 2.28 ng 69497 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 47
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 47
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 28
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 18
5 Acetamide, N-(2-hydroxy-3-penten... 143 C7H13NO2 093393-95-4 9

Abundance Scan 24 (3.229 min): BG044735.D (-21) (-) m/z 73.10 100.00%
<}
5000
43
207 3.20 3.30 3.40 3.50 3.60
oJ,-L..l.i,.l??.lf?...,'...?‘}8....,...???...,..4.3?,.4.?.4.5?? m/z 43.15 31.59%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 LRI NS LA IR AN AR
43 3.20 3.30 3.40 3.50 3.60
J m/z 55.10 18.75%
0'i'l”"l”"l”"l'”'I'”'I"”I"”I"'W"'W'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 16.98%
43
102
e L L L W U UL WL L L WL B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7 3.20 3.30 3.40 3.50 3.60
m/z 45.10 9.96%
50001 41
0 HJ J” | 97 129
m/z--> 50 100 150 200 250 300 350 400 450 500 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\BG031220\
Data File : BG044735.D

Aca On : 12 Mar 2020 14:52

Operator : CG/JU

Sample : L1873-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.33 2.17 ng 165718 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 45
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2594 (18.329 min): BG044735.D (-2586) (-) m/z 73.05 100.00%
7
43
5000
o 129 213
157 185 256 18.00 18.20 18.40 18.60
83 : : : :
0 o £ M "h/z 60.10  95.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
5000 129
83 18.00 18.20 18.40 18.60
157 195213 256 m/z 55.15 72.66%
0 W”HLljﬂ"“'w"'l”"l'”'l"”l"”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43 B
18.00 18.20 18.40 18.60
5000 m/z 57.10 67.18%
129
97 171 214
e L L L WL UL L W UL LN B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #39474: n-Decanoic acid
78 18.00 18.20 18.40 18.60
m/z 43.10 62.62%
129
5000
43
0 "Jl'l M}$ﬁ" JI}??'I AL DAL DAL SRR DL UL
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031220\
Data File : BG044735.D

Aca On : 12 Mar 2020 14:52

Operator : CG/JU

Sample : L1873-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.69 ng 315646 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan 3112 (21.372 min): BG044735.D (-3106) (-) m/z 57.05 100.00%
97
5000
139 168191 226 282 21.00 21.20 21.40 21.60
- 221 18 356 m/z 83.10 99.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
a7
83
5000 LA TR SRR B
29 11 21.00 21.20 21.40 21.60
m/z 55.10 96.88%
0 J I | , l 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
21.00 21.20 21.40 21.60
5000 11 m/z 69.10 90.08%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
3 21.00 21.20 21.40 21.60
69 m/z 43.10 82.63%
97
5000
125
0! |0y L \15L3 196 224
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\BG031220\
Data File : BG044735.D

Acq On : 12 Mar 2020 14:52

Operator : CG/JU

Sample - L1873-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031020.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]
unknown3.23 3.23 2.3 ng 69497 1 8.05 610822 20.0
n-Hexadecanoic acid 18.33 2.2 ng 165718 4 17.43 1524420 20.0
3-Eicosene, (E)- 21.37 3.7 ng 315646 5 21.70 1711500 20.0
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