LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 5.187 384 391 408 rVB 1996055 3091614 47 .29% 7.074%
2 6.764 651 659 677 rBY 2058900 3432133 52.50% 7.853%
3 7.169 723 728 741 rBV 85105 161758 2.47% 0.370%
4 7.558 787 794 803 rBV 612714 946171 14.47% 2.165%
5 8.705 981 989 1002 rBVY 1340673 2222316 33.99% 5.085%
6 10.328 1258 1265 1276 rBV 849261 1443189 22.07% 3.302%
7 12.822 1682 1689 1706 rBV 3101292 4835864 73.97% 11.065%
8 13.122 1735 1740 1748 rBV2 46237 75580 1.16% 0.173%
9 13.669 1827 1833 1844 rBV 357297 535909 8.20% 1.226%
10 14.075 1895 1902 1913 rBvV2 59459 151620 2.32% 0.347%

11 14.210 1918 1925 1936 rBV2 1344917 2017961 30.87% 4.617%
12 14.669 1998 2003 2016 rBV2 62039 125582 1.92% 0.287%
13 15.716 2169 2181 2191 rBV 2363000 3728749 57.03% 8.532%
14 16.022 2221 2233 2244 rBV2 147107 281221 4_30% 0.643%
15 16.375 2288 2293 2297 rBV3 124392 227723 3.48% 0.521%

16 16.534 2316 2320 2332 rVB 53605 94017 1.44% 0.215%
17 16.969 2388 2394 2403 rBV 1671369 2345126 35.87% 5.366%
18 17.898 2547 2552 2566 rBV 439284 779866 11.93% 1.784%
19 18.151 2591 2595 2600 rBV 398902 589170 9.01% 1.348%
20 18.198 2600 2603 2618 rVB 213586 376818 5.76% 0.862%

21 18.633 2672 2677 2681 rBV 378418 469126 7.18% 1.073%
22 18.722 2688 2692 2699 rBV 61815 86052 1.32% 0.197%
23 19.557 2829 2834 2846 rBV 4958522 6538003 100.00% 14.960%
24 20.222 2942 2947 2957 rBV2 186766 413491 6.32% 0.946%
25 20.345 2965 2968 2970 rBV 62716 71588 1.09% 0.164%

26 20.445 2982 2985 2988 rBV 60073 70294 1.08% 0.161%
27 20.810 3043 3047 3057 rBvV 817464 1175632 17.98% 2.690%
28 21.075 3087 3092 3098 rBV 1992759 2626157 40.17% 6.009%
29 21.245 3118 3121 3130 rBV 179972 214671 3.28% 0.491%
30 21.674 3190 3194 3204 rVB 260938 393903 6.02% 0.901%

31 22.127 3267 3271 3276 rBV 282872 364161 5.57% 0.833%
32 22.251 3288 3292 3297 rVB 211593 284015 4._.34% 0.650%
33 22.627 3352 3356 3361 rVB 295792 409588 6.26% 0.937%
34 23.186 3447 3451 3458 rVB 252682 402411 6.15% 0.921%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 23.269 3459 3465 3474 rVB2 1299025 2424940 37.09% 5.549%

36 23.821 3556 3559 3566 rVB 182272 296067 4_.53% 0.677%

Sum of corrected areas: 43702486
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On : 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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: BP002772.D
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Abundance TIC: BP002772.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 5

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

7.17 3.42 ng 161758 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 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 47
3 2-Butanol. 3-methvl-. (9)- 88 C5H120 001517-66-4 47
4 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 43

Abundance Scan 728 (7.169 min): BP002772.D (-723) (-) m/z 45.05 100.00%

5000 ﬁ

6.80 7.00 7.20 7.40 7.60
o’ m/z 59.10 36.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000

6.80 7.00 7.20 7.40 7.60

104133161 208 248278 311342 377 416443 478508 542

72
m/z 72.10 22.93%
14 “ 104
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45
e R R o
6.80 7.00 7.20 7.40 7.60
5000 m/z 73.05 15.03%
73
15
O r T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2133: 2-Butanol, 3-methyl-, (S)- s o M e e
45 680 700 720 740 760

m/z 43.05 13.11%

5000
73
A

o — T

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 : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 Phenol, 2,6-dimethoxy-4-(2-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.40 ng 281221 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-dimethoxv-4-(2-prope... 194 C11H1403 006627-88-9 89
2 Thiourea. N-(1l-methvlethvD)-N"-p... 194 C10H14N2S 015093-36-4 53
3 4-Acetoxv-3-methoxvcinnamic acid 236 C12H1205 002596-47-6 47
4 2.5-Dimethoxvterephthalic acid 194 C10H1004 007310-97-6 47
5 5,7-Dimethyl-2-methylsulfanyl-[1... 194 C8H10N4S 1000300-84-3 43

Abundance Scan 2233 (16.022 min): BP002772.D (-2221) (-) m/z 194.20 100.00%

194

5000
91

119 459
15.80 16.00 16.20 16.40
ol 223 267 321 365398425 458 491 534 m/z 91.10 32 _39%

%

58

Trv—rv—rv—rv—v—rv—h—v—rﬁ—v—v—rﬁ—v—v—rv—v—v—v—rv—v—v—rrr - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55972: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194
15.80 16.00 16.20 16.40
91 119 167 m/z 58.10 21.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
93 194
58 I o I I e
15.80 16.00 16.20 16.40
5000 m/z 77.05 19.05%
151
120
O L e L o = S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90306: 4-Acetoxy-3-methoxycinnamic acid R B B
194 15.80 16.00 16.20 16.40
43 m/z 119.10 18.95%
5000
77
133
ol 295%000 |
0,”..mM.q..”,.”. e e T T TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 80 16. OO 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.90 6.65 ng 779866 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 2552 (17.898 min): BP002772.D (-2547) (-) m/z 73.10 100.00%
43 B
5000
129
g 15718521|3 256 599 341368397 433 477 515546 1760 1780 1800 1820 ]
0 ldo LUy L T17 299 341368307 433 477 515546 /57 60 05 84.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

ﬁ

5000 TT [T T T T[T T T T[T TT T rrrT
17. 60 17. 80 18 00 18. 20
)
15715213 256 m/z 43.10 82.78%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 R BN B s
17.60 17.80 18.00 18.20
5000 m/z 57.10 69.29%
129
185 228
101 157
Ot il AN e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid e AREEmEEEEESE
17.60 17.80 18.00 18.20
m/z 55.10 63.48%
- _thw_w\prkﬂj\\~¢~gﬂA\~_4N
oKy b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.15 5.02 ng 589170 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethoxv-4-hvdroxvcinnamald... 208 C11H1204 087345-53-7 97
2 2-Allvl-3-ethoxv-4-methoxvphenol 208 C12H1603 1000122-70-6 58
3 2H-1-Benzopvran-2-one., 7.8-dihvd... 208 C10H805 000574-84-5 58
4 2-Propenoic acid. 3-(2.3-dimetho... 208 C11H1204 007345-82-6 45
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 43
Abundance Scan 2595 (18.151 min): BP002772.D (-2591) (-) m/z 208.20 100.00%
208
5000 137
® 1 l | 1750 15,00 15,00 1040
ol bl qu ALk | 237 276306337 378408 46473506537 | 177 165.10  53.49%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208
5000 165 RS B AR

17.80 18.00 18.20 18.40
137 m/z 137.10 43.24%

r F\J|||||||||||||||||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
208
165

o

137 17.80 18.00 18.20 18.40
5000 m/z 77.10 30.72%
B g9
ol e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67238: 2H-1-Benzopyran-2-one, 7,8-dihydroxy-6-methoxy- T T T
208 17. 80 18. 00 18 20 18. 40

m/z 180.15 29.88%

N fﬁlﬂ JL

m/z-->

o

LH
50 100 150 200 250 300 350 400 450 500 550 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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-Butanone, 1-(2,4,6-trihyd... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.20 3.21 ng 376818 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanone. 1-(2.4.6-trihvdroxv-... 210 C11H1404 001509-06-4 52
2 2-Pentanone. 1-(2.4.6-trihvdroxy... 210 C11H1404 1000116-22-3 50
3 Phenazine. 2-methoxv- 210 C13H10N20 002876-18-8 38
4 5-tert-Butvlpvroaallol 182 C10H1403 020481-17-8 38
5 Imidazo[4,5-e][1,4]diazepin-8(1H... 210 C8H10N40S 1000142-41-3 38
Abundance Scan 2603 (18.198 min): BP002772.D (-2600) (-) m/z 210.20 100.00%
167 210
5000
77
39 12 17.80 18.00 18.20 18.40 18.60
ol W 238268 302 355 401430457 509536 m/z 167 1'5 '98 42%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69047: 1-Butanone, 1-(2,4,6-trinydroxy-3-methylphenyl)-
167
17.80 18.00 18.20 18.40 18.60
210 m/z 154.10 35.97%
0 39 69 110138
mz> 0 55 160 150 200 250 300 350 400 450 500 550
Abundance
167
17.80 18.00 18.20 18.40 18.60
5000 m/z 149.10 34.87%
210
o 5 83111138
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69297: Phenazine, 2-methoxy- T T T
210 17.80 18.00 18.20 18.40 18.60
m/z 77.10 29.69%
5000
167
3? 76 105 139
O T T T o B B o R B o S e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 unknownl18.63 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.63 4.00 ng 469126 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 38
2 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 37
3 5-Nonanone. 2.2.8.8-tetramethvl- 198 C13H260 005709-95-5 35
4 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 33
5 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32
Abundance Scan 2676 (18.628 min): BP002772.D (-2672) (-) m/z 57.10 100.00%
57
o T J\/M
R BN SR BN SU
5 169 18.40 18.60 18.80 19.00
- l4 b b 08225, | 281 315 355382 416 468499 532 m/z 113.15 46.36%
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 UL UL SURBLLE UL U
18 40 18. 60 18 80 19. oo
HB m/z 97.15 44 .78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
" 18.40 18.60 18.80 19.00
5000 m/z 55.10 26.35%
97
o 29 131 69197227 311
[rrrryrrrryrrrry 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
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59809: 5-Nonanone, 2,2,8,8-tetramethy!- B ma s
57 113 18.40 18.60 18.80 19.00
m/z 83.10 20.92%
5000
85
141 183
o -4t P e
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 3&1,0 4(')0 4&1;0 5(')0 5&'30 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 : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 7 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.22 3.15 ng 413491 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 Bis(3-methylbut-3-enyl) phthalate 302 C18H2204 022711-53-1 59
Abundance Scan 2947 (20.222 min): BP002772.D (-2942) (-) m/z 69.10 100.00%
¢
U SRR SR B
109137 20.00 20.20 20.40 20.60
o 191 231 281 326355382410438 477505534 m/z 81.10 54 54%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
5000 LRI UL UL BRI B
20.00 2020 20.40 20.60
41 137 m/z 41.10 27 .60%
o ‘ L2097 191 231 273300 341 410
[rrrrTT III""IIIII BNV N U D D
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
20,00 20.20 20.40 20.60
5000 a m/z 67.10 17.25%
137
oL 13 109 191 231258 299 341371 410 ¢Nd\WAﬁmwwhdﬁ\u¢~“~wﬁMA/w
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-0l, 3,7,11,16-tetram... BEEmEEEs
69 20.00 20.20 20.40 20.60
m/z 95.10 15.92%
5000
41
ljlo7l35 - y7o MJ\AM’
ol b b byt 163 208 22 e —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 8 5-Octadecene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.81 8.95 ng 1175630 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 3047 (20.810 min): BP002772.D (-3043) (-) m/z 57.10 100.00%
g7
97
5000
25 20.40 20.60 20.80 21.00 21.20
ob A ALY L 194182 204262281 _327350387416447 494527 | 4310 85. 460
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 AL SRR PN U
20,40 20.60 20.80 21.00 21.20
) %”_ m/z 55.10 82.40%
o 1] h‘ dh | 199168196224252
T 1 S Y S B S B WL I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
20.40 20.60 20.80 21.00 21.20
5000 97 m/z 83.10 80.62%
29
125
0,....,....,....,%??{95%%1255.. e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate A EREEE e ——
57 o7 20.40 20.60 20.80 21.00 21.20
m/z 69.10 70.97%
5000
125
29
ol 1, | \l 1153182210238266 311 412
mz-> 0 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 : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 9 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.67 3.00 ng 393903 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3193 (21.669 min): BP002772.D (-3190) (-) m/z 57.10 100.00%

5000

21.40 21.60 21.80 22.00
m/z 71.10 71.29%

o 141169 223253281308 348379406 453 503533
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 LB
21. 40 21. 60 21. 80 22. OO
29 m/z 43.10 63.65%
o ‘L L h’l\ 141169197225053 296
BERRS RS T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R N RAREEEE R R R
21.40 21.60 21.80 22.00
5000 85 m/z 85.10 50.63%
29
o 113141169197005 268
T [ T e e T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- R B L
57 21.40 21.60 21.80 22.00
m/z 55.10 23.86%
13 154
0 | 183211239 281
|“"w"w"”|'”' LR e o e e e e e R N RAREEEE R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. 00

8270-BP071020-M Fri Jul 17 04:29:34 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 10 Eicosane, 7-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.13 2.77 ng 364161 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 83
5 Octacosane 394 C28H58 000630-02-4 74

Abundance Scan 3271 (22.127 min): BP002772.D (-3267) (-) m/z 57.10 100.00%

5000

:

21.80 22.00 22.20 22.40
141169
o 197 239266296323 356384 414444 475 508 540 m/z 71.10 72 _33Y%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

-

85

5000 TT [T T T T [T T I T [T T T T [TTTT]
21.80 22.00 22.20 22.40
29 m/z 43.10 60.19%
o ‘L L h’l\ 141169197225253 296
. L L B B B N WA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R R mamEE
21.80 22.00 22.20 22.40
5000 85 m/z 85.15 51.87%
113
0 141 182317 25281308337
T B e B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane B
21.80 22.00 22.20 22.40
m/z 55.10 21.89%
e W
29

141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. 00 22 20 22. 40

8270-BP071020-M Fri Jul 17 04:29:36 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 11 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.25 2.34 ng 284015 Perylene-di12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 87
4 Farnesol isomer a 222 C15H260 1000108-92-4 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 72
Abundance Scan 3292 (22.251 min): BP002772.D (-3288) (-) m/z 69.10 100.00%
60
5000 H
T o 50 52 720 ea.
ok b b £ 1, 189017204271300 3a1372 411440 490 542 | Tei1G 51,310
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
5000 LR SULRUN SIS I S
2200 22.20 22.40 22.60
41 m/z 41.10 23.08%
b b 4 M“u d 164191 231 273300 341368 410
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance
69
22,00 22.20 22.40 22.60
5000l 4L m/z 95.10 13.39%
o 109137164191 231 273 341368 410 m,_w~4mwuxm¢4j\WWUKAVANmnﬂﬂm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R EmEEs e
69 22.00 22.20 22.40 22.60
m/z 68.10 12 .54%
41
136
oL L. 27| 19951050 267 332
m/z--> 50 100 150 200 250 300 3éo 400 450 500 550 2200 22.20 22,40 22.60

8270-BP071020-M Fri Jul 17 04:29:38 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 12 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.63 3.38 ng 409588 Perylene-d12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Eilcosane 282 C20H42 000112-95-8 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3356 (22.627 min): BP002772.D (-3352) (-) m/z 57.10 100.00%

5000 \/J“A

22.40 22.60 22.80 23.00
41169 252
o 197224252282 322351380 415444475 519546 n/z 71.10 76 13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-

-

5000 85 L e
22. 40 22. 60 22. 80 23. 00

m/z 43.10 61.34%

ﬂd }41469197 2?9267296 352

0“..u..” I LA R R N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
LA e
85 22.40 22.60 22.80 23.00
5000 m/z 85.15 57.04%
13
o 29 141169197225253282
oo LA s s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane i o M
22.40 22.60 22.80 23.00
m/z 55.10 23.55%
5000

F

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2240 2260 22.80 23.00

8270-BP071020-M Fri Jul 17 04:29:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 13 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.19 3.32 ng 402411 Perylene-d12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90

Abundance Scan 3452 (23.192 min): BP002772.D (-3447) (-) m/z 57.10 100.00%

5000

%

22.80 23.00 23.20 23.40 23.60
m/z 71.10 75.69%

o 155 197 239266 305 339 373401429461 514 545

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-

5

5000 85 R EEEEEmEE e
22. 80 23. OO 23 20 23 40 23. 60

m/z 43.10 60.18%

11
0...‘.‘,.‘l‘.“‘.“‘,.‘“.‘.. “ “1832.1%?:?9..2?? A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R e
22.80 23.00 23.20 23.40 23.60
5000 o m/z 85.10 59.45%
29
o 113141169197225253281309337365 394
T T T e T e e P T T e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl- B B E e
43 22.80 23.00 23.20 23.40 23.60
- m/z 55.10 22.47%
2000 Wr/\‘v/\‘\m_/\—\
99 196
o 127155 | 225052280
BT R o e e O . B s s e O R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 80 23. 00 23 20 23 40 23. 60

8270-BP071020-M Fri Jul 17 04:29:41 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002772.D

Aca On 16 Jul 2020 15:06

Operator : CG/JU

Sample : L3315-03

Misc :

ALS Vial : 6 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 14 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.82 2.44 ng 296067 Perylene-d12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 90
5 Pentatriacontane 493 C35H72 000630-07-9 90
Abundance Scan 3559 (23.821 min): BP002772.D (-3556) (-) m/z 57.10 100.00%

5000

%

23.60 23.80 24.00 24.20
m/z 71.10 73.18%

o 155 197225252281311 343 387 431 463490 526

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane

s

5000 85 lllllllllllllllllll
23. 60 23 80 24. OO 24, 20
29 m/z 43.10 56.38%
0 \‘ J ‘ H L u‘ \ \141\169197225 268
B B B L e e s e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
B o B e
71 23.60 23.80 24.00 24.20
5000 m/z 85.10 53.52%

99 210 309
127155183 239268 337364

ks

e N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane L L
23.60 23.80 24.00 24.20
m/z 55.10 21.63%
5000

141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23160 23.80 24.00 24.20

8270-BP071020-M Fri Jul 17 04:29:43 2020

Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP071620\
Data File : BP002772.D

Acq On 16 Jul 2020 15:06

Operator : CG/JU

Sample - L3315-03

Misc :

ALS Vial : 6 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 3.4 ng 161758 1 7.56 946171 20.0
Phenol, 2,6-dimet... 16.02 2.4 ng 281221 4 16.97 2345130 20.0
n-Hexadecanoic acid 17.90 6.7 ng 779866 4 16.97 2345130 20.0
3,5-Dimethoxy-4-h... 18.15 5.0 ng 589170 4 16.97 2345130 20.0
1-Butanone, 1-(2,... 18.20 3.2 ng 376818 4 16.97 2345130 20.0
unknownl18.63 18.63 4.0 ng 469126 4 16.97 2345130 20.0
Supraene 20.22 3.1 ng 413491 5 21.07 2626160 20.0
5-Octadecene, (E)- 20.81 8.9 ng 1175630 5 21.07 2626160 20.0
Heneicosane 21.67 3.0 ng 393903 5 21.07 2626160 20.0
Eicosane, 7-hexyl- 22.13 2.8 ng 364161 5 21.07 2626160 20.0
Squalene 22.25 2.3 ng 284015 6 23.27 2424940 20.0
Heptadecane, 9-oc... 22.63 3.4 ng 409588 6 23.27 2424940 20.0
Eicosane, 10-methyl- 23.19 3.3 ng 402411 6 23.27 2424940 20.0
Nonadecane 23.82 2.4 ng 296067 6 23.27 2424940 20.0
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