LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002779.D

Aca On 16 Jul 2020 19:03

Operator : CG/JU

Sample - L3308-05

Misc :

ALS Vial : 13 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 3.369 79 82 94 rBvV 35105 60309 1.07% 0.139%
2 5.187 384 391 410 rBVY 2372262 3651533 64.96% 8.426%
3 6.763 652 659 673 rBY 2396966 3935011 70.01% 9.080%
4 7.169 724 728 742 rBV 121881 234955 4.18% 0.542%
5 7 .557 787 794 804 rBV 803350 1268348 22.56% 2.927%

8.704 981 989 1007 rBV 1536271 2640252 46.97% 6.092%
10.328 1258 1265 1284 rBVY 1069307 1869028 33.25% 4_.313%
1682 1689 1711 rBV 3184046 5091297 90.58% 11.748%
13.669 1828 1833 1842 rBVY 523484 763117 13.58% 1.761%

O © o~ O
=
N
fos
R
N

1 14.069 1895 1901 1907 rBV2 29774 60466 1.08% 0.140%
11 14.210 1918 1925 1934 rBV 1593670 2395346 42.61% 5.527%
12 14.480 1965 1971 1978 rVB3 36826 65314 1.16% 0.151%
13 15.716 2174 2181 2192 rBV 2327276 3597740 64.01% 8.301%
14 16.227 2265 2268 2273 rVB 44740 59779 1.06% 0.138%

15 16.969 2388 2394 2399 rBV 1783241 2503515 44.54% 5.777%

16 17.010 2399 2401 2405 rVB 187867 221956 3.95% 0.512%

17 17.098 2413 2416 2421 rVB3 49106 65652 1.17% 0.151%
18 17.898 2548 2552 2558 rBV 77139 103351 1.84% 0.238%
19 18.033 2572 2575 2580 rBv4 35906 56306 1.00% 0.130%
20 18.374 2629 2633 2640 rVB2 62607 99990 1.78% 0.231%

21 18.627 2672 2676 2681 rBV 364575 447107 7.95% 1.032%
22 18.716 2688 2691 2699 rBV2 64077 106029 1.89% 0.245%
23 18.998 2734 2739 2746 rBV 537197 756636 13.46% 1.746%
24 19.351 2790 2799 2804 rBV 397413 654151 11.64% 1.509%
25 19.557 2829 2834 2846 rVB 4353123 5620980 100.00% 12.970%

26 19.845 2879 2883 2887 rBV2 67229 85690 1.52% 0.198%
27 20.192 2938 2942 2945 rBV3 103952 127972 2.28% 0.295%
28 20.445 2981 2985 2990 rBV 197405 244069 4._.34% 0.563%
29 20.810 3043 3047 3054 rBV2 846989 1240760 22.07% 2.863%
30 21.074 3087 3092 3097 rBV 1566657 2192738 39.01% 5.060%

31 21.110 3097 3098 3105 rVB 187691 186729 3.32% 0.431%
32 21.251 3119 3122 3125 rVB 81274 80851 1.44% 0.187%
33 21.686 3191 3196 3206 rVB4 202847 396444 7.05% 0.915%
34 22.621 3351 3355 3360 rBV2 234670 410219 7.30% 0.947%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002779.D

Aca On 16 Jul 2020 19:03

Operator : CG/JU

Sample - L3308-05

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

35 23.268 3459 3465 3472 rBV2 922264 1676650 29.83% 3.869%

36 23.904 3569 3573 3585 rvB2 179903 368549 6.56% 0.850%

Sum of corrected areas: 43338839
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP071620\
Data File : BP002779.D

Aca On : 16 Jul 2020 19:03

Operator : CG/JU

Sample : L3308-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

Abundance TIC: BP002779.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002779.D

Aca On 16 Jul 2020 19:03

Operator : CG/JU

Sample : L3308-05

Misc :

ALS Vial : 13 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 3

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

7.17 3.70 ng 234955 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 56
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39

Abundance Scan 728 (7.169 min): BP002779.D (-724) (-) m/z 45.05 100.00%
5000 /\\\_
N
6.80 7.00 7.20 7.40 7.60
103
ol 146 193224 257285 331359 406434462 506534 n/z 59.05 36_81%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
6.80 7.00 7.20 7.40 7.60
72 m/z 72.10 24 .53%
ol s
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45
6.80 7.00 7.20 7.40 7.60
5000 72 m/z 73.10 15.74%
15 103
O T e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- L B B e e e e
45 6.80 7.00 7.20 7.40 7.60
m/z 43.05 13.48%
5000
73
ol L | 103
mz-> 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 : BP002779.D

Aca On 16 Jul 2020 19:03

Operator : CG/JU

Sample : L3308-05

Misc :

ALS Vial : 13 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 2 unknownl18.63 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.63 3.57 ng 447107 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 43
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 38
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 37
4 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 33
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 22
Abundance Scan 2676 (18.627 min): BP002779.D (-2672) (-) m/z 57.10 100.00%

l%

5000 113
451 169 206 18.40 18.60 18.80 19.00
ob A d 5L | 1427 206 267288319 355384413 445 490519548 m/z 113.15 47.12%
m/iz--> 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 L LB
18.40 18.60 18.80 19.00
113 m/z 97.10 45.98%
G‘J 168
0,”..L..w..”,.”. L B o B R AmamE
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
BAARR R e e e
18.40 18.60 18.80 19.00
5000 m/z 55.10 25.20%
97
ol 22 147177 219 261
T T e e e e e
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54932: Octane, 2-bromo- A L B e
7 18.40 18.60 18.80 19.00
m/z 83.10 20.91%
5000 113
29
ol 85 149
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002779.D

Aca On 16 Jul 2020 19:03

Operator : CG/JU

Sample : L3308-05

Misc :

ALS Vial : 13 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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.44 2.23 ng 244069 Chrysene-d12 21.07
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 72
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 27
3 2.4.4- Trlmethvl 1-pentanol. trif... 226 C10H17F302 1000365-19-5 27
4 Acetamide. N-(4-Ffluorophenvl)-2-.__.. 251 C13H18FN30 1000267-87-7 27
5 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 27
Abundance Scan 2984 (20.439 min): BP002779.D (-2981) (-) m/z 57.10 100.00%
57
113
5000
4 169 20,20 20.40 20,60 20.80
5 ) ) ) )
ob b VI0h | 141 208 251 289 324355 399430 476 512546 75113 15  56.20%
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
57
5000
20.20 20.40 20.60 20.80
H3 m/z 97.10 53.92%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
20,20 20.40 20.60 20.80
5000 m/z 55.10 24 _32%
97
o 147177 219 261
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate S B e
57 20.20 20.40 20.60 20.80
m/z 83.10 24 _09%
5000 NA_~—_,~M)~ka-___~”f\\w
97
0 %9 ! 127 169 211
AR N N N N VN N N D N IRERA AR AL AR A
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\BP071620\
Data File : BP002779.D

Aca On 16 Jul 2020 19:03

Operator : CG/JU

Sample : L3308-05

Misc :

ALS Vial : 13 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 4 Cyclohexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.81 11.32 ng 1240760 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3047 (20.810 min): BP002779.D (-3043) (-) m/z 57.10 100.00%
¥ 197
5000
PZS 226 20.40 20.60 20.80 21.00 21.20
obAAMLRLL 53181 | 253280 325356383410 444473 524 175" BB 10 91.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55
5000 UL AU SO B,
20,40 20.60 20.80 21.00 21.20
) m/z 83.10 91.12%
JLL \H ‘\ | ‘\ 1%167196224
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o7 20.40 20.60 20.80 21.00 21.20
5000 m/z 43.10 88.19%
. 29 125 169 510238 083
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205392: Trichloroacetic acid, hexadecy! ester SRR RS S
3 20.40 20.60 20.80 21.00 21.20
83 m/z 69.10 81.57%
5000
11
o 39167196224
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,40 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 : BP002779.D

Aca On 16 Jul 2020 19:03

Operator : CG/JU

Sample : L3308-05

Misc :

ALS Vial : 13 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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.69 3.62 ng 396444 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 3197 (21.692 min): BP002779.D (-3191) (-) m/z 83.10 100.00%
55,83
5000 n11 ,/\—/\M/j\ﬁ/v—/u\
39, 207 28 o) | 21.40 21,60 21.80 22.00
168 : : : :
I 5 R K W W l W2 1 369397427454 492523 | “nsz  97.15  99.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55
97
5000 LRI B BRI UL B
21. 40 21 60 21. 80 22. oo
m/z 55.10 93.76%
7T
AR~ B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
83 UL N BRI SO B
21.40 21.60 21.80 22.00
5000 m/z 69.10 93.21%
111
o 139167196224
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #227400: Heptadecy! heptafluorobutyrate AR EEREE L
57 21.40 21.60 21.80 22.00
m/z 57.10 91.03%
5000
29
0 169 210238 283 434
m/z--> 6 55 160 1éo 200 250 300 3%0 460 450 560 séo 2140 2160 2180 2200
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002779.D

Aca On 16 Jul 2020 19:03

Operator : CG/JU

Sample : L3308-05

Misc :

ALS Vial : 13 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 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.90 4.40 ng 368549 Perylene-di12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 78
2 1-Docosene 308 C22H44 001599-67-3 74
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 70
4 Cvclotetracosane 336 C24H48 000297-03-0 70
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 60
Abundance Scan 3572 (23.898 min): BP002779.D (-3569) (-) m/z 83.10 100.00%
a3
1 //\‘AJJ\\/W
5000
11
| 1‘?7 194224 266297325 357387416 459 503 536 2360 2380 24.00 2420
Ol b e o b e S e S S S e P m/z 57.10 94 .23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene
43
5000 AU B IR
Bmmmmmmm
‘ m/z 97.15 74.01%
o \\d‘\\ }39167196224 267295323 462490
m/z--> 6 5 100 150 200 2éo 300 3éo 460 4éo 560 séo
Abundance
55
o7 23.60 23.80 24.00 24.20
5000 m/z 43.10 70.99%
125
o 2 153181 308 VM/\/«am/\w/\/\MJ\\,/\UFV\W
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #190678: 2- Chloropropionic acid, octadecy! ester R R e R
57 o7 23.60 23.80 24.00 24.20
m/z 69.10 69.92%
. M\/\\M
0 R R R R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 60 23. 80 24 00 24. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP071620\
Data File : BP002779.D

Acq On 16 Jul 2020 19:03

Operator : CG/JU

Sample - L3308-05

Misc :

ALS Vial : 13 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... 7.17 3.7 ng 234955 1 7.56 1268350 20.0
unknownl18.63 18.63 3.6 ng 447107 4 16.97 2503520 20.0
2,4,4,6,6,8,8-Hep... 20.44 2.2 ng 244069 5 21.07 2192740 20.0
Cyclohexadecane 20.81 11.3 ng 1240760 5 21.07 2192740 20.0
1-Docosene 21.69 3.6 ng 396444 5 21.07 2192740 20.0
17-Pentatriacontene 23.90 4.4 ng 368549 6 23.27 1676650 20.0
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