LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002777.D

Aca On 16 Jul 2020 17:55

Operator : CG/JU

Sample : L3308-04

Misc :

ALS Vial : 11 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 P\METHODS\8270-BP071020.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 4.716 305 311 320 rBV2 56130 89495 1.41% 0.198%
2 5.187 384 391 409 rBVY 2557795 3926673 62.04% 8.702%
3 6.763 652 659 675 rBY 2515627 4246685 67.10% 9.411%
4 7.175 724 729 743 rBV 96052 196225 3.10% 0.435%
5 7 .557 787 794 804 rBV 844168 1321092 20.87% 2.928%
6 8.704 981 989 1016 rBVY 1657699 2889385 45.65% 6.403%
7 10.328 1258 1265 1282 rBV 1114249 1939336 30.64% 4.298%
8 12.822 1682 1689 1712 rBV 3431548 5483004 86.64% 12.151%
9 13.669 1828 1833 1841 rBV 656206 947106 14.97% 2.099%
10 14.210 1918 1925 1935 rBVY 1698333 2506346 39.60% 5.555%

11 15.716 2174 2181 2192 rBV 2574429 3930527 62.11% 8.711%
12 16.227 2265 2268 2274 rVB 63044 88652 1.40% 0.196%
13 16.969 2388 2394 2404 rBV 1833833 2695924 42 .60% 5.975%
14 17.057 2405 2409 2412 rBV3 53958 104527 1.65% 0.232%
15 17.092 2412 2415 2419 rVB2 61821 85603 1.35% 0.190%

16 18.374 2629 2633 2640 rVB 72110 108337 1.71% 0.240%
17 18.627 2672 2676 2681 rBV 616409 747591 11.81% 1.657%
18 18.716 2688 2691 2698 rBV 135721 178180 2.82% 0.395%
19 18.780 2699 2702 2711 rVVv4 50998 106675 1.69% 0.236%
20 19.063 2747 2750 2756 rVB2 51683 74924 1.18% 0.166%

21 19.251 2778 2782 2786 rVB 136091 141806 2.24% 0.314%
22 19.563 2829 2835 2841 rVB 4709938 6328754 100.00% 14.026%
23 20.192 2938 2942 2946 rVB2 178810 216403 3.42% 0.480%
24 20.239 2946 2950 2954 rVB 121326 156539 2.47% 0.347%
25 20.445 2981 2985 2990 rBV 388179 459264 7.26% 1.018%

26 20.810 3043 3047 3056 rBvV 824063 1206343 19.06% 2.673%
27 21.080 3088 3093 3098 rBV 1740326 2191346 34.63% 4 _.856%
28 21.686 3191 3196 3206 rBV2 356713 622174 9.83% 1.379%
29 22.627 3353 3356 3360 rVB 259408 338287 5.35% 0.750%
30 23.268 3459 3465 3473 rVB2 989307 1795186 28.37% 3.978%

Sum of corrected areas: 45122389
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP071620\

BP002777.D

16 Jul 2020 17:55

CG/Ju

L3308-04

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002777.D

Aca On 16 Jul 2020 17:55

Operator : CG/JU

Sample : L3308-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

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

7.18 2.97 ng 196225 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 56
4 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 45
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 43

Abundance Scan 730 (7.181 min): BP002777.D (-724) (-) m/z 45.10 100.00%

5000

-

6.80 7.00 7.20 7.40 7.60
m/z 59.05 36.18%

ol 157 207 250283313343 377 418 473 524

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-

-

5000
6.80 7.00 7.20 7.40 7.60

72 m/z 72.05 23.25%
Ly h\ 104335

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
45

6.80 7.00 7.20 7.40 7.60

o

5000 — m/z 73.10  15.11%
15 103
(O o o L IS e s e e N AEEEEEE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- L L e
45 6.80 7.00 7.20 7.40 7.60
m/z 43.10 12_.70%
5000
72
oL15) ||| 103 148
L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002777.D

Aca On 16 Jul 2020 17:55

Operator : CG/JU

Sample : L3308-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.63 5.55 ng 747591 Phenanthrene-d10 16.97
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 56
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 37
3 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 33
4 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 22
5 4-Hepten-3-one, 5-methyl-, (2)- 126 C8H140 020685-43-2 17
Abundance Scan 2676 (18.627 min): BP002777.D (-2672) (-) m/z 57.10 100.00%

57
5000 113

s 169 18 40 18.60 18.80 19.00
— H AL 207 257287317 355383414443472501 538 m/z 113.15 45.82%
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 LA L L L L L L LB

18.40 18.60 18.80 19.00
113 m/z 97.15  44_.99%

o | mﬂ5‘\ 168
R o o e BRI o e A o SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57

18 40 18.60 18.80 19.00

s000] 28 m/z 55.10 25.46%
113
0 85 149 192
B L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21167: 1-Pentanol, 3-methyl-2-propy!- T T
57 18 40 18. 60 18 80 19. 00

m/z 83.10 19.57%

5000 o7 113 —ﬁw¢v~4\ﬂﬁﬁvgf\wAJMWI\AVMkﬂ
““ d&‘ 143

ol A 2 e e A T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 40 18. 60 18 80 109. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002777.D

Aca On 16 Jul 2020 17:55

Operator : CG/JU

Sample : L3308-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 unknown20.44 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.44 4.19 ng 459264 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 50
2 Cvclohexane. (bromomethvl)- 176 C7H13Br 002550-36-9 35
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 25
4 Octane. 2-bromo- 192 C8H17Br 000557-35-7 25
5 5-Nonanone, 2,2,8,8-tetramethyl- 198 C13H260 005709-95-5 25
Abundance Scan 2984 (20.439 min): BP002777.D (-2981) (-) m/z 57.10 100.00%
57
113
5000
4 '~ 20.20 20.40 20,60 20.80
N .1‘.‘2. l. .195%2.2?.2;‘3?.2?.43.1?.3.45.3.7.6. 431460487517546 m/z 113.20 57.01%
miz-> 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
20.20 20.40 20.60 20.80
113 m/z 97.15 54 _.90%
0 i 6‘ ‘ 168
mz> 0 55 100 1%0 200 250 300 350 400 450 500 550
Abundance
97
55 RN DA SR B
20.20 20.40 20.60 20.80
5000 m/z 55.10 25.32%
o 21 133 176
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate R R A ERmmsmme
57 20.20 20.40 20.60 20.80
m/z 83.10 24 .60%
5000
97
o Ul | 147977 219 261
[rrrryprrrryrrrTrrT T T T T T T T T T T T T T T T T T T T T T T T T T T T T T TTTTpTTT T T T T T T T T T
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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP071620\
BP002777.D

16 Jul 2020 17:55

CG/Ju

L3308-04

11 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Heneicosyl formate

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.81 11.01 ng 1206340 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 96
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
5 Cyclohexadecane 224 C16H32 000295-65-8 93

Abundance Scan 3047 (20.810 min): BP0O02777.D (-3043) (-) m/z 57.10 100.00%
87 197
5000
1125 20.40 20.60 20.80 21.00 21.20
53 : : : : :
ob -k dULL 1L §23182 226 280311343 387 azoae1dessisas g Tg3Tio 94,77
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57
97
5000 AR I SR UL B
2040 20.60 20.80 21.00 21.20
125 m/z 55.10 94_.71%
A ies
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
20.40 20.60 20.80 21.00 21.20
5000 m/z 43.10 91.75%
125
29 153
oL AL A4 [ 81210238268 308336 e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol A R EEEE B
55 83 20.40 20.60 20.80 21.00 21.20
m/z 69.10 87 .15%
5000 1
2 39167
ol A ML L | g0 0600a250280308 ——————————
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20140 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002777.D

Aca On 16 Jul 2020 17:55

Operator : CG/JU

Sample : L3308-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.69 5.68 ng 622174 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 3197 (21.692 min): BP002777.D (-3191) (-) m/z 57.10 100.00%
57 |97
5000 Vﬁv,«~\~%w_,/LV\A,\,]\NAJ\\
0 21,40 21,60 21.80 22.00
53181 215 324 : . .
ok 4Ll .1.*.1;. 181202, 239202 707 368400 446476504540 | 757 g3 10 98.96%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
57
97
5000 L AN UL SULRILR UM
21.40 21.60 21.80 22.00
- ‘ FZS m/z 55.10 87.87%
169 238
OIII\‘I\I‘ ““\L“H\ 2:!-0||‘|||2|8|3||||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
21,40 2160 21.80 22.00
5000 11 m/z 43.10 86.31%
o 139167196224252280308 ~A‘~_A¢w¢wajqundx_hﬂwdﬂw
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 AR EEREE L
57 |97 21.40 21.60 21.80 22.00
m/z 97.15 84 .89%
5000
125
29 ‘ l 53
ok, 1193181210238266 308336
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002777.D

Aca On 16 Jul 2020 17:55

Operator : CG/JU

Sample : L3308-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.63 3.77 ng 338287 Perylene-d12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Octacosane 394 C28H58 000630-02-4 81
5 Docosane 310 C22H46 000629-97-0 80

Abundance Scan 3356 (22.627 min): BP002777.D (-3353) (-) m/z 57.10 100.00%

5000

:

22.40 22.60 22.80 23.00
141169197
ol 225252279309 357385414443 474503531 m/z 71.10 70.58%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane

-

5000 85 LA L L L L L L L LB LB LB L
22.40 22,60 22.80 23.00
29 m/z 43.10 53.71%
ob L \ |3 141169197225253281309338
R S e SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
71 R RAREE e
22.40 22.60 22.80 23.00
5000 m/z 85.10 53.66%
99126154183
N o o e R AR e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- R EaEEE LS S
57 22.40 22.60 22.80 23.00
m/z 55.10 19.87%
5000 85
13
0 fd }41169197 239267294323352
o I i A B e R e S e =
m/z--> 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\BP071620\
Data File : BP002777.D

Acq On 16 Jul 2020 17:55

Operator : CG/JU

Sample - L3308-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.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]
Ethanol, 2-(2-eth... 7.18 3.0 ng 196225 1 7.56 1321090 20.0
2,4,4,6,6,8,8-Hep... 18.63 5.5 ng 747591 4 16.97 2695920 20.0
unknown20.44 20.44 4.2 ng 459264 5 21.08 2191350 20.0
1-Heneicosyl formate 20.81 11.0 ng 1206340 5 21.08 2191350 20.0
Heptadecyl heptaf... 21.69 5.7 ng 622174 5 21.08 2191350 20.0
Tetracosane 22.63 3.8 ng 338287 6 23.27 1795190 20.0
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