LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031620\
Data File : BG044818.D

Aca On : 16 Mar 2020 18:18

Operator : CG/JU

Sample : L1912-13

Misc :

ALS Vial : 10 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 5 11 20 rBv3 88456 220021 4.16% 0.695%
2 3.235 20 25 30 rvB2 44893 74707 1.41% 0.236%
3 5.621 420 431 442 rBV 1439557 2394731 45.32% 7 .566%
4 7.207 692 701 715 rBV 1465177 2616193 49.52% 8.266%
5 8.047 835 844 852 rBV 360946 632182 11.97% 1.997%

8.376 892 900 914 rvB 1070530 1964629 37.18% 6.207%
9.205 1031 1041 1050 rBV 911875 1699199 32.16% 5.369%
1314 1322 1331 rBV 478775 875681 16.57% 2.767%
13.306 1731 1739 1747 rBV 2354650 3658743 69.25% 11.560%
14.128 1873 1879 1885 rBVY 224942 337576 6.39% 1.067%

O © o~ O
=
o
fos
O
o

11 14.681 1963 1973 1981 rBV2 771676 1255449 23.76% 3.967%
12 16.167 2219 2226 2239 rBV 1977698 3173433 60.06% 10.026%
13 17.424 2432 2440 2445 rBV 995238 1593252 30.15% 5.034%
14 17.466 2445 2447 2453 rVB 128920 172238 3.26% 0.544%
15 18.323 2585 2593 2595 rBV5 48263 90893 1.72% 0.287%

16 18.494 2615 2622 2626 rBv4 26248 55961 1.06% 0.177%
17 19.475 2783 2789 2794 rBV 176296 254024 4._.81% 0.803%
18 19.833 2840 2850 2858 rBV 167914 312942 5.92% 0.989%
19 20.039 2876 2885 2895 rBV 3830411 5283567 100.00% 16.693%
20 20.726 2998 3002 3009 rBV2 66798 84131 1.59% 0.266%

21 21.355 3105 3109 3116 rBV2 225444 409241 7.75% 1.293%
22 21.696 3159 3167 3172 rBV 956319 1750270 33.13% 5.530%
23 21.737 3172 3174 3181 rVB2 75131 119355 2.26% 0.377%
24 21.919 3202 3205 3210 rVB3 54408 73008 1.38% 0.231%
25 22.542 3306 3311 3318 rVB4 69969 124782 2.36% 0.394%

26 23.241 3424 3430 3436 rBV2 79353 145381 2.75% 0.459%
27 24.058 3562 3569 3579 rVB4 80345 173648 3.29% 0.549%
28 24.745 3680 3686 3697 rVB2 44611 145770 2.76% 0.461%
29 24.904 3703 3713 3724 rBV2 558000 1606933 30.41% 5.077%
30 25.010 3724 3731 3742 rVB5 73247 203132 3.84% 0.642%

31 26.167 3921 3928 3935 rVB7 52582 149906 2.84% 0.474%

Sum of corrected areas: 31650978
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031620\
Data File : BG044818.D

Aca On : 16 Mar 2020 18:18

Operator : CG/JU

Sample : L1912-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG044818.D

3500000
3000000
2500000
2000000

1500000 5.62 7.21

8.38
1000000 9.20

500000 8.05 10.86
154

Time--> 3.50 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG044818.D

20.04
3500000

3000000
2500000{ 13.31

2000000 16.17
1500000
17.42 21,70

1000000 14.68

500000

14.13

21.36
19.4719.83
0 147 188249 | 2073 [ 20Fho2 2254

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: BG044818.D

3500000
3000000
2500000
2000000
1500000

1000000
24.90

500000
23.24 24.06  94735.01 26.17
WNAUN

A
O T T T T T T o T T T T T T T T o T T P e T e e e e e

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\BG031620\
Data File : BG044818.D

Aca On : 16 Mar 2020 18:18

Operator : CG/JU

Sample : L1912-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane Concentration Rank 2

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

3.15 6.96 ng 220021 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 90
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 64
4 Cvclopentanone. 2-ethvl- 112 C7H120 004971-18-0 40
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 38

Abundance Scan 11 (3.153 min): BG044818.D (-5) (-) m/z 56.05 100.00%
56
84
5000
3.20 3.30 3.40 3.50 3.60
3 - J ; l A 109136 207 261286 360384 47 "m/z 84.05 69.03%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #1456: Cyclohexane
56
84
5000 HES IR U R R U
3.20 3.30 3.40 3.50 3.60
} m/z 41.10 46.49%
0|"I"|""|""|'"'|""|""|""|""|""l'
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
56
1320 330 3.40 350 3.60
5000 m/z 55.10 38.14%
27 84
e L L B UL WL UL AL o
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #1491: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 42.10 21.91%
5000
7 84
rV¥¥
mz-> 0 50 100 150 200 250 300 350 400 450 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\BG031620\
Data File : BG044818.D

Aca On : 16 Mar 2020 18:18

Operator : CG/JU

Sample : L1912-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

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

3.24 2.36 ng 74707 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 59
2 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 10
3 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 9
4 1.3-Dioxolane. 2-butvl- 130 C7H1402 004360-76-3 9
5 Acetamide, N-(2-hydroxy-3-penten... 143 C7H13NO2 093393-95-4 9

Abundance Scan 26 (3.241 min): BG044818.D (-20) (-) m/z 73.10 100.00%
73
5000 43
3.20 3.30 3.40 3.50 3.60
o ;|-...‘.9?.1.2?.1?2...1?1,....,....,...33.9,..3?2.,...4.4? m/z 43.10 36.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60
m/z 87.10 28 .84%
0 '”l“J""|""|""|""|""|""|""|""|
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 23.29%
45
0 }5 T "'19?' '%ﬁ7"' A SN SUREL L SURLELEL SR SN
m/z--> 50 100 150 200 250 300 350 400
Abundance #1855: Thiocyanic acid, ethyl ester
29 3.20 3.30 3.40 3.50 3.60
m/z 71.10 12 .42%
5000
87
59 ‘
0|||\||‘||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 ' 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\BG031620\
Data File : BG044818.D

Aca On : 16 Mar 2020 18:18

Operator : CG/JU

Sample : L1912-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.36 4.68 ng 409241 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 3110 (21.361 min): BG044818.D (-3105) (-) m/z 57.10 100.00%
57 83
5000
111
IJ 226 21100 2120 2140 2160
139 167 281 : : : :
ol AR [RPA07000) |, 283281 s 43 ETEE TG g5 10w
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L D DU B B
21. oo 21 20 21. 40 21.60
29 m/z 83.10 84.92%
139
0 L , J 67 196 238 266 294
m/z--> §0 160 150 200 2%0 360 3éo 460
Abundance
55
8 21.00 21.20 21.40 21.60
5000 m/z 43.15 73.50%
29 111
139 182 210
o— ey, . -
m/z--> §0 160 1%0 260 250 360 3éo 460
Abundance #205392: Trichloroacetic acid, hexadecy! ester i B R I
3 21.00 21.20 21.40 21.60
69 m/z 97.10 72.68%
97
5000
125
0 153 196 224
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031620\
Data File : BG044818.D

Aca On : 16 Mar 2020 18:18

Operator : CG/JU

Sample : L1912-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .06 2.16 ng 173648 Perylene-d12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Eilcosane 282 C20H42 000112-95-8 90
3 Heptadecane 240 C17H36 000629-78-7 81
4 Tetratetracontane 619 C44H90 007098-22-8 74
5 Octacosane 394 C28H58 000630-02-4 74

Abundance Scan 3569 (24.058 min): BG044818.D (-3562) (-) m/z 57.10 100.00%

5000 85

-

113 23.80 24.00 24.20 24.40
| J } 141 169 208 p5p 282 356 383 410
ol ] i e e 928 390 399 B0 Tm/z 71.15  71.40%

m/z--> 50 150 200 250 300 350 400
Abundance #105885: Octadecane

%

5000 85 TTT LR B TTTT TT T
23. 80 24 00 24 20 24. 40
29‘ m/z 43.10 61.23%
113
oL bl e e e 2
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
N e R
23.80 24.00 24.20 24.40
5000 m/z 85.20 47 .13%
85
29
o 113 141 169 197 225 253 282
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane T T T M T
57 23.80 24.00 24.20 24.40
m/z 69.10 28.85%
5000 85
29
L) M8 141 169 106 240
ol b e e
m/z--> 50 100 150 200 250 300 350 400 23. 80 24 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031620\
Data File : BG044818.D

Aca On : 16 Mar 2020 18:18

Operator : CG/JU

Sample : L1912-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG031020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.01 2.53 ng 203132 Perylene-d12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Heneicosane 296 C21H44 000629-94-7 83
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 80
4 Tetratetracontane 619 C44H90 007098-22-8 76
5 2-methyloctacosane 408 C29H60 1000376-72-8 76
Abundance Scan 3731 (25.010 min): BG044818.D (-3724) (-) m/z 57.10 100.00%

%

5000 85
13 24,60 24.80 25.00 25.20 25.40
155183 224 266 327 361390 452 496 536
O A e e e Sy m/z 71.10 62.22%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane
57
5000 85 TTTT TT 1T TTTT TTTT TT

24. 60 24. 80 25 00 25. 20 25 40

29
m/z 43.10 58.63%
o [11314116919722553282
A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
R B
85 24.60 24.80 25.00 25.20 25.40
5000 m/z 85.15 47 .88%
29 113
o 141169197225253 296
T T e T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153228: 6,6-Diethylhoctadecane R Ll B B B e T
57 24.60 24.80 25.00 25.20 25.40
85 m/z 55.15 25.29%
5000
141
239 281
0 ....,....,....,%99%9?..4 e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24. 60 24. 80 25 00 25. 20 25 40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG031620\

BG044818.D

16 Mar 2020 18:18
CG/Ju

L1912-13

10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
Cyclohexane 3.15 7.0 ng 220021
Butane, 2-methoxy. .. 3.24 2.4 ng 74707
1-Heneicosanol 21.36 4.7 ng 409241
Octadecane 24_06 2.2 ng 173648
Eicosane 25.01 2.5 ng 203132

8270-BG031020.M Tue Mar 17 14:34:33 2020

|--Internal Standard---|
| # RT Resp Conc]

8.05 632182 20.0
8.05 632182 20.0

24 .90 1606930 20.0

1
1
5 21.70 1750270 20.0
6
6 24.90 1606930 20.0
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