LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062620\
Data File : BP002560.D

Aca On 26 Jun 2020 20:11

Operator : CG/JU

Sample : L3126-03

Misc :

ALS Vial : 16 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\HPCHEMI1I\BNA P\METHODS\8270-BP060520 .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 5.205 387 394 406 rBVY 1417722 2202896 38.26% 6.502%
2 6.775 652 661 676 rBY 1533683 2506046 43.53% 7.396%
3 7.581 788 798 808 rBV 530273 836821 14.53% 2.470%
4 7.899 845 852 864 rBVY 1354808 2171982 37.72% 6.410%
5 8.728 980 993 1007 rBY 1015984 1748150 30.36% 5.160%
6 10.351 1262 1269 1283 rBV 693281 1223375 21.25% 3.611%
7 12.845 1686 1693 1717 rBV 2640858 4051034 70.36% 11.956%
8 13.692 1831 1837 1850 rBV 209233 317232 5.51% 0.936%
9 14.228 1922 1928 1948 rVB 1108700 1743433 30.28% 5.146%
10 15.728 2177 2183 2196 rBVY 1995189 3135412 54.46% 9.254%

11 16.986 2391 2397 2403 rBV 1491691 2121012 36.84% 6.260%
12 18.657 2676 2681 2685 rBV 182018 214938 3.73% 0.634%
13 19.016 2739 2742 2745 rBV 68941 78144 1.36% 0.231%
14 19.369 2799 2802 2808 rVB2 67426 108501 1.88% 0.320%
15 19.580 2832 2838 2848 rVB 4641981 5757459 100.00% 16.993%

16 20.468 2986 2989 2993 rBV 189721 201296 3.50% 0.594%
17 20.833 3047 3051 3057 rBvV 744068 946646 16.44% 2.794%
18 20.886 3058 3060 3065 rVB 103374 113401 1.97% 0.335%
19 21.098 3091 3096 3100 rVvB 1393351 1828626 31.76% 5.397%
20 21.274 3123 3126 3131 rVB 151249 156023 2.71% 0.460%

21 21.704 3196 3199 3208 rVB3 210253 317740 5.52% 0.938%
22 22.163 3274 3277 3282 rVB 193606 234715 4.08% 0.693%

23 22.662 3359 3362 3367 rVB 198763 253840 4.41% 0.749%
24 23.298 3464 3470 3481 rVB2 867165 1612968 28.02% 4.761%

Sum of corrected areas: 33881690
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

o Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP062620\
: BP002560.D

: 26 Jun 2020 20:11

: CG/JU

: L3126-03

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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TIC: BP002560.D
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05
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25,50 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062620\
Data File : BP002560.D

Aca On 26 Jun 2020 20:11

Operator : CG/JU

Sample : L3126-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 unknownl8.66 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.66 2.03 ng 214938 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 37
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 37
3 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 37
4 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 27
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25
Abundance Scan 2682 (18.663 min): BP002560.D (-2676) (-) m/z 57.10 100.00%
57
113
e M/LA\/\A—J\\
UL AR NN SUNRN SR
5[ 169 18.40 18.60 18.80 19.00
- LE{ AL | 197 237 276305 343 392 432 477509 545 m/z 113.15 54_72%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57
5000 e
97 18.40 18.60 18.80 19.00
m/z 97.10 46.71%
R A M VAN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
18.40 18.60 18.80 19.00
5000l 28 m/z 55.10 25.61%
113
IR L .
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene R S REEmE s
57 18.40 18.60 18.80 19.00
m/z 83.10 22.62%
5000
113
0 [ I %GJ J 168
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062620\
Data File : BP002560.D

Aca On 26 Jun 2020 20:11

Operator : CG/JU

Sample : L3126-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.47 2.20 ng 201296 Chrysene-di12 21.10
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 64
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 35
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 27
4 Ribitol. 1.3:4.5-di-0-(ethvlbora... 212 C9H18B204 1000149-52-8 25
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 16
Abundance Scan 2989 (20.468 min): BP002560.D (-2986) (-) m/z 57.10 100.00%
57
97
5000
R AR AR
169 20.20 20.40 20.60 20.80
ol b b i135, 7199230 265 315 357385 429461491 50 | 7297 10 62.20%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 RN BN SULULN I B
20,20 20.40 20.60 20.80
113 m/z 113.15 61.11%
o G‘J 168
mz-> 0 55 100 1%0 200 250 300 350 400 450 500 550
Abundance
57
20.20 20.40 20.60 20.80
5000l 28 m/z 83.10 28.45%
113
IR L . N —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate R E e e
57 20.20 20.40 20.60 20.80
m/z 55.10 26 .55%
5000
97
ok 2ok | | 147177 219 261
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20,20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062620\
Data File : BP002560.D

Aca On 26 Jun 2020 20:11

Operator : CG/JU

Sample : L3126-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.83 10.35 ng 946646 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3050 (20.827 min): BP002560.D (-3047) (-) m/z 57.10 100.00%
g g7
5000
}125 " 20.60 20.80 21.00 21.20
153 226 ) . . )
ob LA LLL 11 200 265204322 355 401430461490 535 | n757 5510 98.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000 11 LR UL SURBLLE BRI U
20 60 20. 80 21. oo 21 20
m/z 43.10 96.78%
o2 \‘ ||| 936716 pspasszos
m/z--> 6 55 100 150 200 250 300 3éo 460 4éo 560 séo
Abundance
57
97 R NI SR SN B
20.60 20.80 21.00 21.20
5000 m/z 83.10 95.92%
125
o 153182210 266294322
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #131391: n-Nonadecanol-1 L e e R
55 83 20.60 20.80 21.00 21.20
m/z 69.10 86.82%
- | AM_J\\M\
ol 2 39168106 238266
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 3&'30 4(')0 4éo 5(')0 5&'30 20 60 20. 80 21. oo 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062620\
Data File : BP002560.D

Aca On 26 Jun 2020 20:11

Operator : CG/JU

Sample : L3126-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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.

21.70 3.48 ng 317740 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 13-Methvlheptacosane 394 C28H58 015689-72-2 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3198 (21.698 min): BP002560.D (-3196) (-) m/z 57.10 100.00%

5000
21.40 21.60 21.80 22.00
141 192 267
o 235 296 327356 388417444 489517 549 m/z 71.10 65.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L L L LB
21. 40 21. 60 21. 80 22. OO
29 m/z 43.10 65.18%
o ‘L L h’l\ 141169197225053 296
e R Lt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o
85 21.40 21.60 21.80 22.00
5000 m/z 85.10 54 _.82%
29
. 113141169197225253281309338
o L B A,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209570: 13-Methylheptacosane R R R
57 21.40 21.60 21.80 22.00
196 m/z 41.10 26.69%
85
5000 224
13, ,.168
o L] 4Y 252281 323351379
s LA e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062620\
Data File : BP002560.D

Aca On 26 Jun 2020 20:11

Operator : CG/JU

Sample : L3126-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.16 2.57 ng 234715 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 76

Abundance Scan 3277 (22.163 min): BP002560.D (-3274) (-) m/z 57.10 100.00%

5000

21.80 22.00 22.20 22.40
m/z 71.10 72 .54%

207 244 284 323 374 419 462490 538
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #202662: Heptacosane
57
5000 L L LALINLIL I L L L L
85 21. 80 22. 00 22. 20 22.40
m/z 43.10 64 .42%
29
0 |, “ﬂ13141169197225253281 323351380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R e
85 21.80 22.00 22.20 22.40
5000 m/z 85.10 55.12%
13
. 29 141169197225253282
o AL B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane R RN RaEE S L
21.80 22.00 22.20 22.40
m/z 55.10 22.31%
5000

141169197225253 296
I~ T L TT 1T L TTTrT I T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2180 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062620\
Data File : BP002560.D

Aca On 26 Jun 2020 20:11

Operator : CG/JU

Sample : L3126-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 Tridecane, l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.66 3.15 ng 253840 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
4 Docosane 310 C22H46 000629-97-0 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 81

Abundance Scan 3362 (22.662 min): BP002560.D (-3359) (-) m/z 57.10 100.00%

22.40 22.60 22.80 23.00
141169197
o 238266295 327 358386416 449 492519549 m/z 71.10 74 . 34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-

-

5000 85 TT T[T T T T[T T rrrrrrr1
22. 40 22 60 22. 80 23. 00
28 m/z 43.10 61.74%
||| 8 1551 310
OP.JW..”,.”.,”........” B B e N EmE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R N REE
22.40 22.60 22.80 23.00
5000 a5 m/z 85.10 54.06%

113
141169197 239367206 352

F

ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202264: Octadecane, 1-iodo- B R
57 22.40 22.60 22.80 23.00
m/z 55.10 23.72%
5000 85
29
oLl 53 1y 25
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22 60 22. 80 23. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP062620\
Data File : BP002560.D

Acq On 26 Jun 2020 20:11

Operator : CG/JU

Sample - L3126-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP060520.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]
unknownl18.66 18.66 2.0 ng 214938 4 16.99 2121010 20.0
2,4,4,6,6,8,8-Hep... 20.47 2.2 ng 201296 5 21.10 1828630 20.0
1-Heneicosanol 20.83 10.4 ng 946646 5 21.10 1828630 20.0
Heneicosane 21.70 3.5 ng 317740 5 21.10 1828630 20.0
Heptacosane 22.16 2.6 ng 234715 5 21.10 1828630 20.0
Tridecane, l-iodo- 22.66 3.1 ng 253840 6 23.30 1612970 20.0
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