LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG052720\
Data File : BG045483.D
Aca On > 27 May 2020 19:37 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : L2744-14 NM30-COMP-2020-0-6
ALS Vial : 12 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-BG051520.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

5.561 413 421 435 rBvV 955185 1675412 35.42% 5.522%
7.171 686 695 712 rBV 1087553 2012886 42.55% 6.634%
rBv 355381 623578 13.18% 2.055%
8.281 876 884 896 rBV 978133 1745362 36.90% 5.752%
9.121 1019 1027 1037 rBV 745090 1393448 29.46% 4_.592%
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10.766 1299 1307 1322 rBV 490843 918554 19.42% 3.027%
13.221 1718 1725 1738 rBV 2179126 3564082 75.34% 11.746%
rBv 266083 410980 8.69% 1.354%
14.602 1952 1960 1967 rBV 804135 1302521 27.53% 4._.293%
16.094 2206 2214 2224 rBV 1738507 2755917 58.26% 9.083%
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11 17.351 2421 2428 2432 rBV 953391 1510167 31.92% 4.977%
12 17.392 2432 2435 2441 rVB 155956 208805 4.41% 0.688%
13 18.420 2604 2610 2614 rBV2 36356 67773 1.43% 0.223%
14 19.348 2763 2768 2772 rBV 50722 66699 1.41% 0.220%
15 19.401 2772 2777 2783 rVB 256774 369377 7.81% 1.217%

16 19.760 2829 2838 2846 rVB 227055 403396 8.53% 1.329%
17 19.965 2866 2873 2884 rBV 3419745 4730610 100.00% 15.591%
18 20.253 2917 2922 2929 rBV4 56463 119624 2.53% 0.394%
19 21.264 3090 3094 3104 rVvB4 211413 376263 7.95% 1.240%
20 21.604 3145 3152 3158 rBV 911786 1669042 35.28% 5.501%

21 21.810 3182 3187 3193 rVB2 117981 170682 3.61% 0.563%
22 22.409 3284 3289 3296 rvB2 180818 321559 6.80% 1.060%
23 23.085 3399 3404 3412 rVB2 239675 440923 9.32% 1.453%
24 23.760 3514 3519 3526 rBV2 63731 155924 3.30% 0.514%
25 23.872 3532 3538 3546 rVB2 229454 506258 10.70% 1.668%

26 24.759 3679 3689 3707 rBv4 534711 2018802 42.68% 6.653%
27 25.904 3876 3884 3894 rVB2 187655 582834 12.32% 1.921%
28 27.220 4101 4108 4118 rVB6 67536 221256 4.68% 0.729%

Sum of corrected areas: 30342734
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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\BG052720\

BG045483.D

27 May 2020 19:37

CG/Ju

L2744-14 NM30-COMP-2020-0-6
12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

I\

TIC: BG045483.D

7.17

5.56 8.28

9.12

10.77
7.96

0

Time-->

350 4.00 450 5.00 550 6.00 6.50

700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.22

TIC: BG045483.D
19.97

16.09

21.60

17.35
14.60

14.05

1§.39

18.42

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

3000000

2500000

2000000

1500000

1000000

500000

o) u—

23.08 23.87

TIC: BG045483.D

24.76

25.90 27 92
A

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

8270-BG051520.

M Thu May 28 08:14:23 2020 Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG052720\
Data File : BG045483.D

Aca On 27 May 2020 19:37

Operator : CG/JU

Sample : L2744-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclopentadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.26 4.51ng 376263  Chrysene-d12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclopentadecane 210 C15H30 000295-48-7 93

390 C20H39Bro02
366 C19H36C1202
430 C22H39F502

2 Bromoacetic acid. octadecvl ester 018992-03-5 83
3 Dichloroacetic acid. heptadecvl ...

4 Nonadecvl pentafluoropropionate

1000282-98-2 83
1000351-88-8 74

5 17-Pentatriacontene 491 C35H70 006971-40-0 68
Abundance Scan 3093 (21.258 min): BG045483.D (-3090) (-) m/z 83.05 100.00%
57 &3
5000
111
s
l 130 182 221248 281 325 355 429 21.00 21.20 21,40 21.60
b .l,i...e,-l.-n...,..-'.A.,...A.,....,A...?g,g....,.“?f‘ m/z 57.05 89.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
55
5000 LA L L L L L L B
111 21.00 21.20 2140 21.60
29 m/z 69.05 79.59%
J| I \1139 182 210
A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 21.00 21.20 21.40 21.60
5000 m/z 55.05 74.59%
121
153 181 224250 59
i o SR
nm/z--> 50 100 150 200 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecyl ester A B B e
57 83 21.00 21.20 21.40 21.60
m/z 97.05 73.26%
5000 111
29
139
AR 202 a06z05 e e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045483.D

Aca On : 27 May 2020 19:37

Operator : CG/JU

ﬁ?ggle i L2744-14 NM30-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.81 2.05 ng 170682 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3187 (21.810 min): BG045483.D (-3182) (-) m/z 57.05 100.00%
57
85
5000
13 160107227 21140 21'80 2180 22.00 22,20
141169197 | 253 : : : : :
AL AT ) 20 296 327357 892420 462 810 | o108 89.500%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223851: Hentriacontane
5000 A DU SRR A N

21.I4O 21.I60 21.I80 22.I00 22!20
m/z 43.05 66.95%

113
141169 197225253280 309 351379 407 436
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
57

%

21.40 21.60 21.80 22.00 22.20
5000 85 m/z 85.00 62.13%

29 13141169197226

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane T e e e
21.40 21.60 21.80 22.00 22.20
m/z 41.05 36.31%

:

5000

-

141169197225253 296
I I I I I
mz--> 0 50 100 150 200 250 300 350 400 450 500 21.40 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045483.D

Aca On : 27 May 2020 19:37

Operator : CG/JU

ﬁ?ggle i L2744-14 NM30-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.41 3.85 ng 321559 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Nonadecane 268 C19H40 000629-92-5 83
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 76
Abundance Scan 3289 (22.409 min): BG045483.D (-3284) (-) m/z 57.05 100.00%
57
85
5000
UL BRSNS I
11
141 1 20 197 22.00 22.20 22.40 22.60 22.80
LR 09197 anazresosmnay sse aze aze | 2202220 2002200 2200
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane W—L
57
5000 85 PR
nmnmnmnmnm
m/z 85.05 68.07%
29 113
[ 141169197225253 295323 367

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

.

Abundance
57
8 22.00 22.20 22.40 22.60 22.80
5000 > m/z 43.05 59.82%
29
113 141 169 197 268
e A R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #184947: Hexadecane, 1-iodo- e B st
57 22.00 22.20 22.40 22.60 22.80
m/z 55.05 28.82%
85
5000
29 113 155
‘ LI 1P 108" asa e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. OO 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045483.D

Aca On : 27 May 2020 19:37

Operator : CG/JU

ﬁ?ggle i L2744-14 NM30-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.08 5.28 ng 440923 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tetracosane 338 C24H50 000646-31-1 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
Abundance Scan 3403 (23.079 min): BG045483.D (-3399) (-) m/z 57.05 100.00%
57
85
5000 J
113 " olan 9200 9300 92 A0
141 183 22.80 23.00 23.20 23.40
_— ,J. . .J.‘L Ll 7206228252 295320 357 387 416 m/z 71.05 84.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 BN AR
22. 80 23.00 23.20 23.40
m/z 43.05 59.24Y%
29 113
] ) ] | ‘1?1‘169 197 225 253 296
m/z--> §0 160 1%0 260 2éo 360 3%0 460
Abundance
57
85 USRS BN SRR B
22.80 23.00 23.20 23.40
5000 m/z 85.05 58.14%
13 141
29 169 197 225 253 281 309 338
m/z--> §0 160 1%0 260 250 360 3%0 460
Abundance #194493: Hexacosane e ARRAEEEE
57 22.80 23.00 23.20 23.40
m/z 99.05 24 .39Y%
5000 85
290 1| | M3 141 169 107 205 253 295 323 367
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045483.D

Aca On : 27 May 2020 19:37

Operator : CG/JU

ﬁ?ggle i L2744-14 NM30-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.87 5.02 ng 506258 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Octadecane 254 C18H38 000593-45-3 86
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
Abundance Scan 3538 (23.872 min): BG045483.D (-3532) (-) m/z 57.00 100.00%

85

5000

23.60 23.80 24.00 24.20
m/z 71.05 83.47%

41169 207 258 295324351 386415 463 540

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
5000

23.60 23.80 24.00 24.20
m/z 85.05 70.34%

141169197225253 296

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

57

23.60 23.80 24.00 24.20
5000 85 m/z 43.05 55.86%

29
mmmmmmmm3w

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane T T
23.60 23.80 24.00 24.20

m/z 69.05 24 .28%

5000

141169197225 267205 365393
miz--> 0 50 100 150 200 250 300 350 400 450 500 2360 23.80 24.00 2420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045483.D

Aca On : 27 May 2020 19:37

Operator : CG/JU

ﬁ?ggle i L2744-14 NM30-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 7 Triacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.90 5.77 ng 582834 Perylene-di12 24._.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83
Abundance Scan 3883 (25.898 min): BG045483.D (-3876) (-) m/z 71.05 100.00%
7n
43
5000
99
127 25.60 25.80 26.00 26.20
169 197 266
ol b iy 27007228 00 298322346 376402429 475 | 5T B7 05 95.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57
5000 85 LN N BN SUN
25.60 25.80 26.00 26.20
113 m/z 85.05 70.09%
29 ] 111777141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance
57
25.60 25.80 26.00 26.20
5000 85 m/z 43.05 63.46%
113 141
29 169 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1%0 260 2%0 360 350 460 4%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- T T T
57 25.60 25.80 26.00 26.20
m/z 55.05 29.11%
5000 85
‘ \1}31141 183 211 239 267 296
m/z--> 5'0 1(')0 1%0 2(')0 250 3(')0 3&'30 4c')o 4&1;0 25.|60 25.|80 26.|00 26.|20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045483.D

Aca On : 27 May 2020 19:37

Operator : CG/JU

ﬁ?ggle i L2744-14 NM30-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 8 Dodecane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.22 2.19 ng 221256 Perylene-di12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 80
2 Tridecane 184 C13H28 000629-50-5 72
3 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 64
4 Sulfurous acid. isohexvl pentvl ... 236 C11H2403S 1000309-14-0 64
5 Decane, l-iodo- 268 C10H21l1 002050-77-3 53
Abundance Scan 4108 (27.220 min): BG045483.D (-4101) (-) m/z 71.05 100.00%
- \va
R SUNRI SRR ISR DU
125 155182 215 249276 337 415 27.00 27.20 27.40 27.60
Ser et m/z 57.05 90.61%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48853: Dodecane, 3-methyl-
57
5000 R SUNRI SRR BRI BN
85 27.00 27.20 27.40 27.60
29 m/z 85.05 79.31%
)] ps TP ae
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
" 27.00 27.20 27.40 27.60
5000 m/z 43.10 56.04%
85
29
113141 184
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90252: Sulfurous acid, hexyl penty! ester A B R
43 85 27.00 27.20 27.40 27.60
m/z 99.05 26 .04%
5000
[ b 111137 167
mz-> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052720\

Data File : BG045483.D

Acq On > 27 May 2020 19:37

Operator : CG/JU

3?22'6 i L2744-14 NM30-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
Cyclopentadecane 21.26 4.5 ng 376263 5 21.61 1669040 20.0
Hentriacontane 21.81 2.0 ng 170682 5 21.61 1669040 20.0
Hexacosane 22.41 3.9 ng 321559 5 21.61 1669040 20.0
Heneicosane 23.08 5.3 ng 440923 5 21.61 1669040 20.0
2-methyloctacosane 23.87 5.0 ng 506258 6 24.75 2018800 20.0
Triacontane 25.90 5.8 ng 582834 6 24.75 2018800 20.0
Dodecane, 3-methyl- 27.22 2.2 ng 221256 6 24.75 2018800 20.0
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