LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On 10 Jul 2020 16:38

Operator : JU/CG

Sample : L3258-01

Misc :

ALS Vial : 8 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 F\METHODS\8270-BF070220.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 5.463 567 574 577 rBVY 4473424 5416636 58.65% 8.148%
2 5.993 656 664 674 rVB2 86828 220217 2.38% 0.331%
3 6.481 739 747 750 rBVY 4108844 5929624 64.20% 8.919%
4 6.675 774 780 786 rVB2 110676 150106 1.63% 0.226%
5 6.845 805 809 812 rBVY 1392454 1076566 11.66% 1.619%
6 7.004 831 836 840 rBVY 4518649 4759694 51.53% 7.159%
7 7.416 899 906 908 rBVY 3440942 4140760 44.83% 6.228%
8 8.128 1023 1027 1030 rBvY 1704856 1344118 14.55% 2.022%
9 9.210 1205 1211 1214 rBVY 5305314 6441117 69.74% 9.689%
10 9.598 1273 1277 1280 rBV 531696 401271 4.34% 0.604%

11 9.880 1321 1325 1329 rBV 1650168 1522617 16.49% 2.290%
12 10.675 1455 1460 1463 rBV 3446686 3752226 40.63% 5.644%
13 11.369 1574 1578 1581 rBV 1971346 1588518 17.20% 2.389%
14 11.763 1641 1645 1647 rBV2 88817 118304 1.28% 0.178%
15 11.910 1659 1670 1684 rVB 3108989 5576597 60.38% 8.388%

16 12.557 1776 1780 1783 rBV 246214 345023 3.74% 0.519%
17 12.610 1784 1789 1793 rvv4 379017 933304 10.11% 1.404%
18 12.710 1794 1806 1817 rVB 4290040 9235873 100.00% 13.892%
19 12.969 1843 1850 1853 rBV 4930388 6779538 73.40% 10.198%
20 13.563 1944 1951 1963 rVB 230531 643329 6.97% 0.968%

21 13.804 1988 1992 1995 rBV 105483 132424 1.43% 0.199%
22 13.857 1995 2001 2002 rVV2 642419 747313 8.09% 1.124%
23 13.874 2002 2004 2010 rVB 885286 857013 9.28% 1.289%
24 14.004 2022 2026 2030 rVB 1680100 1411250 15.28% 2.123%
25 14.180 2053 2056 2062 rVB 81197 94247 1.02% 0.142%

26 14.351 2079 2085 2098 rVB 189454 407723 4.41% 0.613%
27 14.480 2104 2107 2118 rVB2 108166 158349 1.71% 0.238%
28 14.792 2156 2160 2166 rVB 146703 148403 1.61% 0.223%
29 15.010 2192 2197 2206 rVB2 92349 195790 2.12% 0.295%
30 15.133 2213 2218 2221 rBV 142251 175575 1.90% 0.264%

31 15.427 2261 2268 2269 rBV3 97537 170801 1.85% 0.257%
32 15.462 2270 2274 2278 rVV2 926823 1133735 12.28% 1.705%
33 15.510 2278 2282 2290 rVB 154522 241488 2.61% 0.363%
34 15.951 2352 2357 2360 rBV 84177 126207 1.37% 0.190%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On 10 Jul 2020 16:38

Operator : JU/CG

Sample : L3258-01

Misc :

ALS Vial : 8 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.004 2362 2366 2375 rVB4 44692 105280 1.14% 0.158%

Sum of corrected areas: 66481036
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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: BF120834.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Phenol, 2-fluoro- Concentration Rank 10

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

5.99 4.09 ng 220217 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-fluoro- 112 C6H5FO0 000367-12-4 91
2 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 27
3 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 27
4 (SY-(-)-2-Chloropropionic acid 108 C3H5CI02 029617-66-1 25
5 Propanoic acid, 2-chloro- 108 C3H5CI02 000598-78-7 25

Abundance Scan 664 (5.993 min): BF120834.D (-656) (-) m/z 111.95 100.00%
112
64
5000
57 83 92 AR SRR RN SR L
39 50 74 | 98 560 5.80 6.00 6.20 6.40
oS STNT R 1S PTPS 1A NS PR I m/z 64.00 57.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6352: Phenol, 2-fluoro-
64 12
\\A_
5000 T [T T T T T T T T
560 5.80 6.00 6.20 6.40
57 g3 92 m/z 63.00 35.39%
31 39 ‘
S S N -
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
112
560 5.80 6.00 6.20 6.40
5000 m/z 92.00 25.26%
84
57 64
o 25 31 39 50 73 94
miz--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #6354: Phenol, 4-fluoro-
112 560 5.80 6.00 6.20 6.40

m/z 83.00 22 .38%

5000
83
57 64 ‘

31 39 73 94

0..,”.r“‘nm..ugw‘Lpﬂ..“..w..”,.”.,”..“M.w.
miz--> 20 30 40 50 60 70 8 90 100 110 120 560 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

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

6.67 2.79 ng 150106 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 72
2 Diethvl carbitol 162 C8H1803 000112-36-7 64
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 45
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 42
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 40

Abundance Scan 779 (6.669 min): BF120834.D (-774) (-) m/z 45.00 100.00%
45
99
5000
59
72
" ||| 8 6.40 6.60 6.80 7.00
o | SOV O . P — m/z 99.00 62.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 IREBEAAREE RS UL S
31 % ., 6.40 6.60 6.80 7.00
m/z 59.00 33.47%
0"I"}ﬁ"JMP"'Ijh'I"'4""PL“'I'”g?"'ﬁ%$f'P%%§l”"I'”'I"'W"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
6.40 6.60 6.80 7.00
5000 59 72 m/z 72.00 23.32%
31
o 15 89 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- e (e
45 6.40 6.60 6.80 7.00

m/z 71.00 20.39%

5000

31 59 2 89
R L | 103 116 133 148

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 660 680 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.91 70.21 ng 5576600 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 1670 (11.910 min): BF120834.D (-1659) (-) m/z 73.00 100.00%
43 B
5
5000 129
143107171185, o9 20791256 g, 11.60 11.80 12.00 12.20
0 m/z 60.00 85.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 AR R AR R
83 11.60 11.80 12.00 12.20
m/z 43.10 84.74%
J‘\' 1431571711851 213 256
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
11'60 11.80 12.00 12.20
5000 129 m/z 57.10 71.36%
o1 185
US 143160717 199 po7*Mes 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R RS RAR
3 78 11.60 11.80 12.00 12.20
57 m/z 55.05 65.02%
5000 129
29
199
143157171185 242
oL15 e

’ T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Methyl stearate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.56 4.34 ng 345023 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 87
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 1781 (12.563 min): BF120834.D (-1776) (-) m/z 74.00 100.00%
!
>0 JJL
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

255
184199 208 12.20 12.40 12.60 12.80

158

0 m/z 87.00 80.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143126: Methyl stearate
74
5000 LA L L L L L L B B
43 12.20 12.40 12.60 12.80
143 m/z 43.10 52.71%
B L P B
A0 o I S ol S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
Al BREaE e o o
12.20 12.40 12.60 12.80
5000 m/z 55.05 37.92%
43 - 143 185
oL 27 10196 158 200 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131297: Heptadecanoic acid, methy! ester R e e
74 12.20 12.40 12.60 12.80
m/z 41.10 33.47%
5000
43
143
241 284
ol Tl Ul 0L 25| 158 185 213 Plase VL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknownl2.61 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.61 11.75 ng 933304 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl acetate 382 C25H5002 1000351-77-8 38
2 1-Docosanol. acetate 368 C24H4802 000822-26-4 30
3 Heneicosvl acetate 354 C23H4602 1000351-77-3 30
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 25
5 1-Hexacosanol 382 C26H540 000506-52-5 25
Abundance Scan 1789 (12.610 min): BF120834.D (-1784) (-) m/z 57.10 100.00%
7
97
5000
137
RIS ISR BN SN BN
3 5 \ 155 185 241 564984 12.20 12.40 12.60 12.80 13.00
ol .“I':','l'..'.l.',z.l?..,...'.,. S m/z 43.10  90.15%
m/z--> 50 100 150 200 250 300 350
Abundance #203667: Tricosyl acetate
43
97
5000 69 U R
1220 12.40 12.60 12.80 13.00
125 m/z 55.00 84 .07%
ol15 | ‘ M‘ \‘H Ipd 193 181 210 236 266 204 322 367
m/z--> 50 100 150 200 250 300 350
Abundance
43
97 12.20 12.40 12.60 12.80 13.00
5000 69 m/z 41.10 69.32%
125
ol 15 153 181 208 236 280 308 353
m/z--> 50 100 150 200 250 300 350
Abundance #186925: Heneicosy! acetate L B N ma s s
43 12.20 12.40 12.60 12.80 13.00
m/z 97.10 62.43%
83
5000
111
oL15 | ’ L1139 167 196 204 266 204 339
m/z--> 50 100 150 200 250 300 350 1220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.71 130.89 ng 9235870 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1806 (12.710 min): BF120834.D (-1794) (-) m/z 73.00 100.00%
43 f
5000
12.40 12,60 12.80 13.00
Ot i m/z 43.10 91 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 AU AN IR
12.40 12.60 12.80 13.00
m/z 60.00 84.01%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 AUV IR
57 12.40 12.60 12.80 13.00
5000 m/z 57.05 78.04%
129
29 185 228

87
115
143 166 | 199513

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid B
4 | 73 12.40 12.60 12.80 13.00
5 m/z 55.05 70.95%
5000 129
29
o e e EERa—seet e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.56 9.12 ng 643329 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane 310 C22H46 000629-97-0 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 1951 (13.563 min): BF120834.D (-1944) (-) m/z 57.10 100.00%
57
5000 i M/\“_A\Q
NS U AN B
141 13.20 13.40 13.60 13.80
N ll o ® T 2es 281 m/z 71.10 71.01%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR AR B R
13 20 13. 40 13. 60 13.80
m/z 43.05 62.59%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
13.20 13.40 13.60 1380
5000 g5 m/z 85.05 51.08%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane L B LB L N L B
57 13.20 13.40 13.60 13.80
m/z 55.00 21.63%
5000 85 M\i
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> % 1& 1% 2& 250 3& 3m ' anmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 10.59 ng 747313 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2002 (13.863 min): BF120834.D (-1995) (-) m/z 105.00 100.00%

5000 4

-

13.60 13.80 14.00 14.20
m/z 149.00 76.24%

o 168183 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55

69 83

-

5000
13.60 13.80 14.00 14.20
29 111 m/z 57.05 73 .65%
125
ok 1 1L 140154168 196210 252 280
R n SE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 83 R e E R
13.60 13.80 14.00 14.20
5000 m/z 43.10 67.97%
- 111
125

o 153167182196 224

Wm’mwwwwwwwm’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester N R e
13.60 13.80 14.00 14.20

m/z 55.00 63.09%

)

5000

125

:

140154168183 210 238252267 295
SRS
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 12.15 ng 857013 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 90
2 2-(2-(2-Methoxvethoxv)ethoxv)eth. .. 268 C14H2005 1000366-99-1 83
3 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 83
4 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 83
5 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 59
Abundance Scan 2003 (13.868 min): BF120834.D (-2002) (-) m/z 105.00 100.00%
105
149
5000 77
51 13.60 13.80 14.00 14.20
Obrreprrrrpred e ey o e 222 179 190213227241 284 | 77z 149.00  70.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000
77 13.60 13.80 14.00 14.20
m/z 77.00 44 _91%
ol 27 5} ‘ | 122 | 179
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance
105
149 SR AR SUNL B SR
13.60 13.80 14.00 14.20
5000 59 . m/z 51.00 10.42%
45
oL15 2 o1 | 122 | 163179193209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl... L L L B
105 13.60 13.80 14.00 14.20
m/z 106.00 7.53%
149
5000
77
ol 28 Sl o1 | 131 | 179103209 236
m/z--> 20 40 60 8b 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF070220.-M Mon Jul 13 04:32:42 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 2-methyloctacosane Concentration Rank 8

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

14 .35 5.78 ng 407723 Chrysene-di12 14 .00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-methvloctacosane 408 C29H60 1000376-72-8 91

2 Hexacosane 366 C26H54 000630-01-3 91

3 Hentriacontane 437 C31H64 000630-04-6 91

4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91

5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2085 (14.351 min): BF120834.D (-2079) (-) m/z 57.10 100.00%

5000

14.00 14.20 14.40 14.60

141 169 197 225

281

(o} m/z 71.05 72.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 L L TT T T[T T T T[T TrT T
14. OO 14. 20 14. 40 14.60
113 m/z 43.05 63.11%
L2 |1 L1169 107 205 267 295 365 303
T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R AR R
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 51.06%
29
. 113 141 169 197 225 253 295 323 367
T T T T [ T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane B R B S
57 14.00 14.20 14.40 14.60
m/z 55.00 23.06%
5000 85
113 141 169
0 | | |77, 141 169 197 225 253 281 309 337 365 437
T e Al e B
m/z--> 50 100 150 200 250 300 350 400 14. OO 14.20 14.40 14.60

8270-BF070220.-M Mon Jul 13 04:32:44 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.24 ng 158349 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2107 (14.480 min): BF120834.D (-2104) (-) m/z 57.05 100.00%
57
5000 85
13 141 14.20 14.40 14.60 14.80
oL, | AL e 0r 2% 282 77 71.05  68.50%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L BB BRI UL B
Mmmmmmmm
m/z 43.10 63.16%
20 ‘ \113 141 169 282
0... ‘ U\ .‘h‘.hl .H‘.“.l‘ " :II'9|7|2|2|5|2|53|||| —
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 50.41%
. 29 13 141 169 107 205 253 205 323 367
m/z--> 55 160 150 260 250 360 3éo
Abundance #209566: Octacosane R B B
57 14.20 14.40 14.60 14.80
m/z 41.00 22.87%
5000 85
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1450 1440 1460 1480

8270-BF070220.-M Mon Jul 13 04:32:46 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.62 ng 148403 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 87
Abundance Scan 2160 (14.792 min): BF120834.D (-2156) (-) m/z 57.10 100.00%
57
85
5000
113 0 1460 14'80 1500 15 20
141 14.40 14.60 14.80 15.00 15.20
oL LN e o7 o2 m/z 71.05 76.14%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LN DU SRR A I
14.40 14.60 14.80 15.00 15.20
m/z 43.10 65.58%
29 ‘ | 3 141 449 282
0 . “: ‘:‘ I“I HH\ Iwhwl hl II I\‘I l‘ Iw\l dl |‘EI-9|7| zlz? |2|53| . I\ T
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 52.37%
. 29 13 141 169 197 225 258 205 323 367
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #94345: Heptadecane SRS B B B L B
57 14.40 14.60 14.80 15.00 15.20
m/z 41.05 22.65%
5000 85
29
0 \‘ ! I | \J 1%‘\-3 il 141 169 196 24\.0
m/z--> 5'0 1(')0 150 200 250 300 3&'30 14.'40 14.I60 14.I80 15.'00 15.'20

8270-BF070220.-M Mon Jul 13 04:32:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.01 3.45 ng 195790 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2197 (15.010 min): BF120834.D (-2192) (-) m/z 57.05 100.00%

5000

14.60 14.80 15.00 15.20 15.40

208 239

(o} m/z 71.05 70.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 TT T T [T T I T [T T T T [ TTTT[TT
1460 14.80 15.00 15.20 15.40
m/z 43.00 59.79%
29 113
0 \‘L“JM‘ \\m 141 169 197 225 253 295 323 367
b R
miz--> 50 100 150 200 250 300 350 400
Abundance
57
e = o
14.60 14.80 15.00 15.20 15.40
5000 g5 m/z 85.05 52.72%
113
oL, 37 141 169 197 23% 67 294 323 352
T T e
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane A B B o B et
57 14.60 14.80 15.00 15.20 15.40
m/z 41.05 22.10%
5000 85
113
ol29) || J |14 169 107 225 253 281 309 337 365 393 422
e S B A N L& e = o
miz--> 50 100 150 200 250 300 350 400 1460 14.80 15.00 15.20 15.40

8270-BF070220.-M Mon Jul 13 04:32:49 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 15 Eicosane, 7-hexyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.13 3.10 ng 175575 Perylene-di12 15.46
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 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

Abundance Scan 2217 (15.127 min): BF120834.D (-2213) (-) m/z 57.05 100.00%
57
5000 85
113 14.80 15.00 15.20 15.40
141
o...],.-!.'.ll, N o - — m/z 71.05 69.58%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R UM SRR B UL
14.30 15.00 15.20 15.40
m/z 43.05 68.18%
29 113
0 \‘ Jl h “\ I h‘ u‘ l 1?1\16‘9 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 50.31%
. 29 13 141 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- e T
57 14.80 15.00 15.20 15.40
m/z 55.00 23.24%
5000 85
oL 3 J} | MR 182 211 250 281 308 337
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF070220.-M Mon Jul 13 04:32:51 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120834.D

Aca On : 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 16 Tetratetracontane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.95 2.23 ng 126207 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2357 (15.951 min): BF120834.D (-2352) (-) m/z 57.05 100.00%
57
5000 T m
Al m 1560 1580 1600 1620
ol h b L 208 m/z 71.10 74.58%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LN SUNIURA SN B
85 15.60 15.80 16.00 16.20
29 m/z 43.05 59.58%
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 51.86%
. 29 13 141 169 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #215181: 2-methyloctacosane B
57 15.60 15.80 16.00 16.20
m/z 55.00 26.45%
o 1 J\u\—\/\/\«\“w
N ] [ [M® 141 160 197 205 267 205 365 393
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 15.|60 15.|80 16.|00 16.|20 '

8270-BF070220-M Mon Jul 13 04:32:53 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071020\
Data File : BF120834.D

Acq On 10 Jul 2020 16:38

Operator : JU/CG

Sample - L3258-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070220_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]
Phenol, 2-fluoro- 5.99 4.1 ng 220217 1 6.85 1076570 20.0
Ethanol, 2-(2-eth... 6.67 2.8 ng 150106 1 6.85 1076570 20.0
n-Hexadecanoic acid 11.91 70.2 ng 5576600 4 11.37 1588520 20.0
Methyl stearate 12.56 4.3 ng 345023 4 11.37 1588520 20.0
unknownl2.61 12.61 11.8 ng 933304 4 11.37 1588520 20.0
Octadecanoic acid 12.71 130.9 ng 9235870 5 14.00 1411250 20.0
Heneicosane 13.56 9.1 ng 643329 5 14.00 1411250 20.0
5-Eicosene, (E)- 13.86 10.6 ng 747313 5 14.00 1411250 20.0
Diethylene glycol... 13.87 12.2 ng 857013 5 14.00 1411250 20.0
2-methyloctacosane 14 .35 5.8 ng 407723 5 14.00 1411250 20.0
Eicosane 14.48 2.2 ng 158349 5 14.00 1411250 20.0
Heptadecane 14.79 2.6 ng 148403 6 15.46 1133740 20.0
Hexacosane 15.01 3.5 ng 195790 6 15.46 1133740 20.0
Eicosane, 7-hexyl- 15.13 3.1 ng 175575 6 15.46 1133740 20.0
Tetratetracontane 15.95 2.2 ng 126207 6 15.46 1133740 20.0
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