LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071420\
Data File : BG046035.D

Aca On 14 Jul 2020 16:26

Operator : CG/JU

Sample : L3283-03

Misc :

ALS Vial : 7 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-BG070620 .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 3.143 3 9 17 rBvV2 146645 365592 5.67% 1.057%
2 3.225 17 23 33 rvB 391234 682276 10.57% 1.973%
3 5.592 417 426 437 rBV 1962368 3109139 48.19% 8.989%
4 7.172 686 695 707 rBY 1873782 3251655 50.40% 9.401%
5 8.001 827 836 844 rVB 458465 760163 11.78% 2.198%

9.152 1024 1032 1043 rBV 1152791 2059012 31.91% 5.953%
10.803 1304 1313 1321 rBV 582195 1059541 16.42% 3.063%
1723 1730 1741 rBV 2709225 4194277 65.00% 12.126%
14.075 1863 1870 1880 rBV 369294 529205 8.20% 1.530%
14.621 1956 1963 1975 rBV 843763 1358015 21.05% 3.926%

OO~
=
w
N
Ul
N

11 16.107 2209 2216 2226 rBV 1992597 2990951 46.36% 8.647%
12 17.365 2423 2430 2440 rBV 1082071 1659818 25.72% 4_799%
13 18.275 2579 2585 2592 rBV 247238 376405 5.83% 1.088%
14 19.045 2711 2716 2720 rBV 290315 353717 5.48% 1.023%
15 19.444 2780 2784 2792 rVB 106629 138078 2.14% 0.399%

16 19.538 2796 2800 2808 rBV2 69030 112624 1.75% 0.326%
17 19.985 2869 2876 2882 rBV 4804268 6452249 100.00% 18.654%
18 20.895 3027 3031 3037 rBV 170303 211222 3.27% 0.611%
19 21.295 3095 3099 3109 rVB 558627 761600 11.80% 2.202%
20 21.624 3148 3155 3162 rBV 1167332 1909617 29.60% 5.521%

21 22.464 3294 3298 3304 rBvV4 50121 91861 1.42% 0.266%
22 24.772 3681 3691 3703 rVV2 647554 1837005 28.47% 5.311%
23 24.884 3705 3710 3718 rVB6 33211 75310 1.17% 0.218%
24 26.012 3896 3902 3910 rVB4 27382 68762 1.07% 0.199%

25 26.112 3910 3919 3929 rBV10 50984 180510 2.80% 0.522%

Sum of corrected areas: 34588604
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BG046035.D

Aca On - 14 Jul 2020 16:26
Operator : CG/JU

Sample - L3283-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071420\

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

Abundance

4000000

3000000

2000000

1000000

3.22

5.59

TIC: BG046035.D

7.17

8.00

9.15

10.80

0
Time-->

350 400 450 5.00 550 6.00 6.50 7.00

7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

4000000

3000000

2000000

1000000

13.25

14.62
14.07

16.11

TIC: BG046035.D

17.36

18.28

1998

19.04
19944

20.90

21.62

21.29

22.46

05
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

4000000

3000000

2000000

1000000

24.77

.88

26911

TIC: BG046035.D

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\BGO071420\
Data File : BG046035.D

Aca On 14 Jul 2020 16:26

Operator : CG/JU

Sample : L3283-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.22 17.95 ng 682276 1,4-Dichlorobenzene-d4 8.00
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 22 (3.219 min): BG046035.D (-17) (-) m/z 73.05 100.00%
3
5000
43 - 87
3.20 3.30 3.40 3.50 3.60
,....',".'..|.,..|'.,....,?95.‘.,....1,4.3.. et 2ot m/z 43.05  31.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 p
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.05 24.44%
I'”'P'”I”'W'”'P'”I”'W'”'P'” SRR SRABY BERRE
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.05 20.97%
29
99 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.05 11.19%
5000
45
29
I M 29 101 R 4 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BGO071420\
Data File : BG046035.D

Aca On 14 Jul 2020 16:26

Operator : CG/JU

Sample : L3283-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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.
18.28 4_.54 ng 376405 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 59

Abundance Scan 2586 (18.281 min): BG046035.D (-2579) (-) m/z 73.05 100.00%

73
5000

18.00 18.20 18.40 18.60
m/z 60.05  77.55%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 T TTTT LR B =TT
18 00 18. 20 18 40 18 60

m/z 43.05 63.49%

129
‘ | 157 185

\ “\W\ PR S

m/z--> 50 150 200 250 300 350 400 450 500
Abundance

:

T e e
43 18.00 18.20 18.40 18.60
5000 m/z 57.05 60.78%
129
185 228
L L LA B L B e IR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid i e R
43 73 18.00 18.20 18.40 18.60
m/z 55.05 54.95%
5000
‘ 129 171 214
l
m/z--> 50 100 150 200 250 300 350 400 450 500 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071420\
Data File : BG046035.D

Aca On 14 Jul 2020 16:26

Operator : CG/JU

Sample : L3283-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 unknownl19.04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.04 4.26 ng 353717 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 47
2 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 40
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 37
4 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 32
5 3-Methylpentyl ethylphosphonoflu... 196 C8H18F02P 1000298-39-1 27
Abundance Scan 2715 (19.039 min): BG046035.D (-2711) (-) m/z 57.05 100.00%
57
5000 97 113

18.80 19.00 19.20 19.40
m/z 97.00 50.24%

139153169 189 209 229

267281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
18.80 19.00 19.20 19.40
8397113 m/z 113.10 46 .75%
Jo 137 153168
L e e o e REAREEREEEEEEREEEaREs R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 71
43 IIIIIIIIIIIIIIIIIIIIIII
18.80 19.00 19.20 19.40
5000{ o 113 m/z 55.05 26.23%
13 85 99 129143
mmmﬁwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54934: Octane, 2-bromo- B e
57 11 18 80 19. 00 19. 20 19. 40

m/z 83.05 21.11%

43
5000, 28
113
14 \\ I “ I, 8599 ‘ 135149 192

IIIIIIIIIII\I IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTr T TTTT TTrTT TTr T TTT
I [ I | | I | | T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19. 00 19. 20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071420\
Data File : BG046035.D

Aca On 14 Jul 2020 16:26

Operator : CG/JU

Sample : L3283-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 unknown20.90 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.90 2.21 ng 211222 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-(bromomethvl)- 192 C8H17Br 101654-29-9 38
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 35
3 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 35
4 Acetamide. 2-(4-methvl-1-piperaz... 267 C13H18CIN30 296245-55-1 27
5 18-Fluoro-octadecanoic acid, pyr... 355 C22H42FNO 1000336-07-8 25
Abundance Scan 3032 (20.901 min): BG046035.D (-3027) (-) m/z 57.05 100.00%
g7
113
5000
83
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|
169 20.60 20.80 21.00 21.20
b b L 14777192 225250 284 327 386376 429 | nzz 113.10  70.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54939: Heptane, 4-(bromomethyl)-
57
5000
113 20.60 20.80 21.00 21.20
m/z 97.00 62.87%
ZK‘J‘L 183 | 149 102
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
20.60 20.80 21.00 21.20
m/z 83.05 25.91Y%
5000 13 0
29
83 135
m/z--> 50 100 150 200 250 300 350 400
Abundance #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57 20.60 20.80 21.00 21.20
m/z 55.00 25.62%
5000
97
o)
R 127 153 211
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071420\
Data File : BG046035.D

Aca On 14 Jul 2020 16:26

Operator : CG/JU

Sample : L3283-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.29 7.98 ng 761600 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3098 (21.289 min): BG046035.D (-3095) (-) m/z 69.05 100.00%
43,69 g,
5000
125 21.00 21.20 21.40 21.60
153 : : : :
o dL L] gs382 226252080 aprase  s12 st ashe™ g9, 6
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177132: 1-Heneicosyl formate
57
5000
21.00 21.20 21.40 21.60
m/z 55.05 93.55%
“ ‘ ‘\ ‘\ \\ | 1\1(?7 196222 266294322
mz-> 0 50 250 360 350 400 450 500
Abundance
55 83
21,00 21.20 21.40 21.60
5000 111 m/z 43.05 86.70%
29

1%W%MM

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #166292: Behenic alcohol R B
56 83 21.00 21.20 21.40 21.60
m/z 57.05 81.95%
5000 1
29 139
Ll | 1] 167196224 252280308
R R B e e e RS

mz-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO071420\
Data File : BG046035.D

Acq On 14 Jul 2020 16:26

Operator : CG/JU

Sample - L3283-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG070620.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... 3.22 17.9 ng 682276 1 8.00 760163 20.0
n-Hexadecanoic acid 18.28 4.5 ng 376405 4 17.36 1659820 20.0
unknownl19 .04 19.04 4.3 ng 353717 4 17.36 1659820 20.0
unknown20.90 20.90 2.2 ng 211222 5 21.62 1909620 20.0
1-Heneicosyl formate 21.29 8.0 ng 761600 5 21.62 1909620 20.0
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