LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030620\
Data File : BF119267.D

Aca On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 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-BF022020.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 4.934 481 484 496 rBB 45837 71806 1.88% 0.279%
2 5.357 552 556 579 rBVY 1948296 2412438 63.19% 9.363%
3 6.381 726 730 749 rBVY 2372759 2418826 63.36% 9.388%
4 6.722 785 788 798 rBV 755577 650198 17.03% 2.524%
5 6.881 811 815 824 rBVY 2429172 2216925 58.07% 8.604%
6 7.287 881 884 898 rBVY 1558340 1643060 43.04% 6.377%
7 8.004 1002 1006 1016 rBV 927495 841505 22.04% 3.266%
8 9.081 1184 1189 1192 rBV 3678523 3386123 88.70% 13.142%
9 9.475 1253 1256 1265 rVB 258876 237009 6.21% 0.920%
10 9.757 1300 1304 1313 rBvY 1108652 1035399 27.12% 4_.019%

11 10.545 1435 1438 1454 rBV 2154333 2178857 57.08% 8.457%
12 11.239 1553 1556 1565 rBV 1179013 1119136 29.32% 4._.344%
13 11.704 1631 1635 1639 rBV5 34360 56585 1.48% 0.220%
14 11.775 1644 1647 1655 rvv2 206901 236957 6.21% 0.920%
15 12.457 1760 1763 1768 rBV 107723 117643 3.08% 0.457%

16 12.557 1777 1780 1787 rBV3 42629 63639 1.67% 0.247%
17 12.686 1797 1802 1806 rBV 96005 116664 3.06% 0.453%
18 12.822 1821 1825 1829 rBV 3988682 3817460 100.00% 14.817%
19 13.722 1974 1978 1992 rVB4 146877 339478 8.89% 1.318%
20 13.880 2001 2005 2013 rVB 938415 971126 25.44% 3.769%

21 14.033 2028 2031 2034 rBV 68672 63746 1.67% 0.247%
22 14.339 2080 2083 2085 rBV 96646 89507 2.34% 0.347%
23 14.633 2130 2133 2139 rVB 107649 104578 2.74% 0.406%
24 14.698 2142 2144 2150 rVB 39999 41971 1.10% 0.163%
25 14.910 2177 2180 2183 rBV 51119 72307 1.89% 0.281%

26 14.945 2183 2186 2191 rVB2 131094 157059 4.11% 0.610%
27 15.304 2242 2247 2261 rVB 689861 1006424 26.36% 3.906%

28 15.704 2311 2315 2319 rBV 62950 80096 2.10% 0.311%
29 15.933 2350 2354 2363 rVB9 24761 55014 1.44% 0.214%
30 16.168 2389 2394 2398 rBV5 39839 61510 1.61% 0.239%
31 16.727 2482 2489 2490 rBV6 25163 52754 1.38% 0.205%
32 17.351 2590 2595 2602 rVB6 19676 49073 1.29% 0.190%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030620\
Data File : BF119267.D

Aca On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 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-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 25764873
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030620\
Data File : BF119267.D

Aca On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.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: BF119267.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119267.D

Aca On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.93 2.21 ng 71806 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (4.928 min): BF119267.D (-481) (-) m/z 43.00 100.00%
43
59
5000
101
|| | 460 4.80 500 5.20
o )| m/z 59.00 65.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN AR RN R AR
4.60 4.80 5.00 5.20
59 m/z 101.00 25.50%
0 21 37| 53 || 67 778 o ‘I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
460 480 500 520
5000 18 m/z 40.00 24 .99%
M A MMM A A AP WA S
28
12
e S S UL SULIURS SUSIIL IS IULILS SULILS LI L
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A T AR RRRE
43 4.60 4.80 5.00 5.20

m/z 58.10 19.24%

5000 101

28
15 ‘ 70 84
= \H‘ ol 53‘\\‘ |, 78 | 9% |
T L e o o L e o e R e e e EEREERmEES

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119267.D

Aca On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 4.23 ng 236957 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 25
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 25
Abundance Scan 1646 (11.769 min): BF119267.D (-1644) (-) m/z 72.95 100.00%
73
43 60 L
5000
129
¥ 115 157171185 213 LIS PN BN BN
L 143 1SS 09 507 256 11.40 11.60 11.80 12.00
O Al m/z 43.00 69.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L DA DU BN BN

11,40 11.60 11.80 12.00
m/z 59.95 66.89%

213
143 157171 185 199

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance
43 60 73
11.40 11.60 11.80 12.00
5000 m/z 57.00 56.41%
29
129
87 115 171 214
o 101 143157 | 185,99
L e A s S A S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid B
43 60 73 11.40 11.60 11.80 12.00
m/z 40.95 54 _97%
- i /«JL
O L A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00

8270-BF022020.M Mon Mar 09 13:12:33 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119267.D

Aca On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Cyclotetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.72 6.99 ng 339478 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 92
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 87
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 81
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 81
Abundance Scan 1978 (13.722 min): BF119267.D (-1974) (-) m/z 57.05 100.00%
7
199 165 105 24 g 1540 1350 13,80 1400
o} m/z 83.05 99.79%
m/z--> 50 100 150 200 250 300 350
Abundance #58280: Cyclotetradecane
56 83
5000 UL BN B
29 13.40 13.60 13.80 14.00
111 m/z 69.05 89.21%
1 | |19 168 196
mz-> 50 100 150 200 250 300 350
Abundance
57
8 UL BN B
13.40 13.60 13.80 14.00
5000 111 m/z 71.05 80.68%
29 169
0 140 196,15 241 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #127771: 3-Eicosene, (E)- UL LSS BULELEL SLELELILE B
13.40 13.60 13.80 14.00
83 m/z 43.00 79.19%
5000
29 111
0 {‘ 1 J } | L | 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119267.D

Aca On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.08 ng 104578 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2132 (14.627 min): BF119267.D (-2130) (-) m/z 57.10 100.00%
57
85
5000
141 183 207 231253 14.40 14.60 14.80 15.00
o,J M gy S 8L m/z 71.10 93.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LR UL SIS BRI U
Mmmmmmmm
m/z 85.10 71.85%
29 113
o ﬂ L I14}1 169 197 225 253 295 323 367
m/z--> éo 100 150 260 250 360 3%0 460
Abundance
57
"' 14140 1460 14.80 15.00
5000 85 m/z 43.05 59.91%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
HELELELI UL SRR IURLELEL UL SURLELELN BUNLELUN UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R AEEmEEES L
57 14.40 14.60 14.80 15.00
m/z 55.10 24 .98%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(|)O 14'40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119267.D

Aca On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2-methyloctacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14 .95 3.12 ng 157059 Perylene-d12 15.31
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 Octadecane 254 C18H38 000593-45-3 89
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2187 (14.951 min): BF119267.D (-2183) (-) m/z 57.00 100.00%
57
85
5000
183,45 225 959 14.60 14.80 15.00 15.20
I 61, 1 202 28 m/z 71.10 93.27%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 N BN SURBLLE B LI B
14.60 14.80 15.00 15.20
113 m/z 85.10 74 .45%
o 29 | 1 ﬂ (141,169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.00 60.48%
. 29 13 141 169 107 205 253 205 303 367
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane I B R o
57 14.60 14.80 15.00 15.20
m/z 41.05 26.77%
5000 85
29
0 \‘ t | p | e l 141 169 197 225 254
m/z--> 50 1(')0 1&1;0 2(')0 250 300 350 ' 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030620\
Data File : BF119267.D

Acq On : 6 Mar 2020 23:37

Operator : CG/JU

Sample : L1364-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
2-Pentanone, 4-hy... 4 .93 2.2 ng 71806 1 6.72 650198 20.0
n-Hexadecanoic acid 11.77 4.2 ng 236957 4 11.24 1119140 20.0
Cyclotetradecane 13.72 7.0 ng 339478 5 13.88 971126 20.0
Hexacosane 14.63 2.1 ng 104578 6 15.31 1006420 20.0
2-methyloctacosane 14_.95 3.1 ng 157059 6 15.31 1006420 20.0
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