LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 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-BF031820.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 2.169 11 14 26 rvB2 114732 198365 3.50% 0.421%
2 5.022 491 499 507 rBV 156270 197376 3.49% 0.419%
3 5.428 562 568 571 rBY 5083074 5296124 93.53% 11.232%
4 6.440 734 740 743 rBVY 4704894 5327897 94.09% 11.299%
5 6.810 800 803 807 rVB 1637107 1329148 23.47% 2.819%
6 6.969 826 830 833 rBVY 4988348 4154962 73.38% 8.812%
7 7.375 893 899 902 rBVY 3610063 3508169 61.95% 7.440%
8 8.098 1018 1022 1025 rBvV 2030982 1698639 30.00% 3.602%
9 9.175 1200 1205 1208 rBY 6333916 5662625 100.00% 12.009%
10 9.569 1268 1272 1275 rBV 711405 596917 10.54% 1.266%

11 9.851 1317 1320 1324 rVB 2118249 1822115 32.18% 3.864%
12 10.645 1450 1455 1458 rBV 3618422 3590623 63.41% 7.615%
13 11.339 1569 1573 1576 rBV 2192655 1813086 32.02% 3.845%
14 11.869 1660 1663 1673 rBV 532264 499989 8.83% 1.060%
15 12.551 1776 1779 1782 rBV 239264 203018 3.59% 0.431%

16 12.598 1784 1787 1792 rVB4 89387 94384 1.67% 0.200%
17 12.651 1793 1796 1802 rBV 170998 186578 3.29% 0.396%
18 12.780 1815 1818 1821 rVB 202279 169910 3.00% 0.360%
19 12.927 1839 1843 1847 rBV 4861077 4719165 83.34% 10.008%
20 13.410 1922 1925 1931 rVB 191732 168081 2.97% 0.356%

21 13.833 1993 1997 2004 rBV 443314 632022 11.16% 1.340%
22 13.980 2017 2022 2025 rBV 1422095 1382671 24.42% 2.932%
23 14.151 2049 2051 2056 rVB2 85489 71341 1.26% 0.151%
24 14.457 2100 2103 2106 rBV 226380 282404 4._.99% 0.599%
25 14.757 2152 2154 2159 rVB 133981 143574 2.54% 0.304%

26 14.904 2176 2179 2184 rBV 226675 232002 4._.10% 0.492%
27 15.010 2194 2197 2208 rVB 135481 268450 4.74% 0.569%
28 15.098 2208 2212 2215 rBV 400075 465509 8.22% 0.987%
29 15.368 2255 2258 2263 rVB 91875 103856 1.83% 0.220%
30 15.433 2264 2269 2273 rBV 1016147 1290006 22.78% 2.736%

31 15.674 2306 2310 2315 rBV2 256514 369772 6.53% 0.784%

32 15.910 2346 2350 2356 rVB 312418 457383 8.08% 0.970%
33 16.698 2481 2484 2490 rVB2 126934 217234 3.84% 0.461%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 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\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 47153395
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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: BF119699.D
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5000000 6.44 6.97

4000000 737

3000000
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1000000
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T T T T T f T T T T T

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF119699.D

6000000

5000000 12.93

4000000 10.65

3000000
9.85 11.34
2000000 8.10

1000000 9.57 .

1 g3.78

r—rrtr e

T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 unknown2.17 Concentration Rank 10

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

2.17 2.98 ng 198365 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 45
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 38
3 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 36
4 Aminoacetaldehvde dimethvl acetal 105 C4H11NO2 022483-09-6 33
5 3-Methyl-I1-valine 131 C6H13NO02 020859-02-3 23

Abundance Scan 14 (2.169 min): BF119699.D (-11) (-) m/z 75.00 100.00%
75
5000 45
57 2.20 2.30 2.40 2.50 2.60
0 ..,....,....,.?.6.',..:|.,..-.'.,...‘?9,-.-..-.,..??,....,1.0?..,....,.... m/z 73.00 63.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
m/z 44.95 50.93%
1 A | A
0'W'”'P'”I”'W'”'P'”I”'W'”W'”'P'”I”'W'”'P'”
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance
75
220 2.30 2.40 2.50 2.60
5000 m/z 41.00 39.16%
31 45
15 59 105
G s R R RS RS AR RS AR RARAS SRR SERRN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9253: 2-Propanol, 1,1-dimethoxy- T R TR
75 2.20 2.30 2.40 2.50 2.60
m/z 47.00 21.57%
5000
31 47 57 89
0 1l 39,1 103 119
m/z--> 10 20 3'0 4'0 50 60 7'0 8|0 9 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.02 2.97 ng 197376 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 499 (5.022 min): BF119699.D (-491) (-) m/z 43.00 100.00%
43
59
5000
101 SAESSNRARE RSN SARRERAR
38 9 83 | 4.60 4.80 5.00 5.20 5.40
| SNBSS ISR 1 PSSO 11 PHSESESSESEL.+ASS N m/z 59.00 59.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S UL SR
4.60 4.80 5.00 5.20 5.40
m/z 101.00 16.27%
0 25 3 37 , 83 o3 101
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 5.40
5000 m/z 58.00 16.05%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T BRaar B e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.03%
5000 41
31
| LT
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 6

R.T. EstConc Area Relative to ISTD R.T.
11.87 5.52 ng 499989 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 n-Decanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
228 C14H2802
172 C10H2002

000057-10-3 98
000638-53-9 95
001002-84-2 81
000544-63-8 64
000334-48-5 53

Abundance Scan 1663 (11.869 min): BF119699.D (-1660) (-) m/z 60.00 100.00%
43 73
5000 129
97 213 L e NMLALALE B e
115 143197171185 199 | 557 256 11.60 11.80 12.00 12.20
Ol i m/z 43.05 92.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L i N Eaa
11.60 11.80 12.00 12.20
213 m/z 73.00 91.88%
. || I 143 157171185 199
AR EaEEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
I EREEREREE SN R E ey
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 83.89%
29 171
87 o 185 214
o 15 101 143157 198
R R B B N R R EE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e e A R
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 76.89%
5000 129
29
143 199 242
‘ | ‘ 157171185
0.?ﬁﬂ”.ﬁ.””. s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.06 ng 186578 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1796 (12.651 min): BF119699.D (-1793) (-) m/z 43.10 100.00%

ile]
0

5000

12.40 12.60 12.80 13.00
m/z 57.00 84.29%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131260: Octadecanoic acid
43 73

5000 LA L B L L L LB
12.40 12.60 12.80 13.00
m/z 60.00 77.19%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43
12.40 12.60 12.80 13.00
5000 129 m/z 73.00 76.42%
185
97 228
27
o 113 157 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95855: Pentadecanoic acid
43 73 12.40 12.60 12.80 13.00
m/z 55.05 67 .55%
5000 129

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Dodecanoic acid, undecyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.41 2.43 ng 168081 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. undecvl ester 354 C23H4602 003658-44-4 72
2 1-Octadecene 252 C18H36 000112-88-9 64
3 Decane. 1-Ffluoro- 160 C10H21F 000334-56-5 49
4 Carbonochloridic acid. decvl ester 220 C11H21Cl02 055488-51-2 49
5 1-Nonadecene 266 C19H38 018435-45-5 46

Abundance Scan 1925 (13.410 min): BF119699.D (-1922) (-) m/z 43.10 100.00%
43
201
5000 70 97
140
LRI ISR BN SUNA
170 232 263 293318341 13.00 13.20 13.40 13.60 13.80
Obrrriky oty o002 400 T 57.05  88.50%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186935: Dodecanoic acid, undecyl ester
43 201
154
5000 83 LRI RIS B SUNA
13.00 13.20 13.40 13.60 13.80
111 m/z 201.15 75 .56%
o 226 256 354
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
83
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.05 68.92%
29 111
o 139 168 196 224 252
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30739: Decane, 1-fluoro- B B
43 13.00 13.20 13.40 13.60 13.80
m/z 41.00 61.02%
5000
69
j ¥ "/\JAJ\M‘}\
0 }§h‘{“!'1ﬂﬁh }}?% }?Q U AR A SN DAL UL S LRI RSN BN SUNA B
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Cycloeicosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.83  9.14ng 632022  Chrysene-di2 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cveloeicosane 280 C20H40 000296-56-0 98
2 Cvclooctacosane 392 C28H56 000297-24-5 97

959085-66-6 94
959261-25-7 91

3 Heptadecvl heptafluorobutvrate 452 C21H35F702
4 Pentafluoropropionic acid. octad... 416 C21H37F502
5 Eicosyl trifluoroacetate 394 C22H41F302

1000351-75-2 91

Abundance Scan 1996 (13.827 min): BF119699.D (-1993) (-) m/z 57.05 100.00%
57
83
5000
111
L L e
13.60 13.80 14.00 14.20
} 139 168 230 255 280
ol AnP.168 200 77 255260306 331355 398 432 | 757 43.05  83.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
56
83
5000 LA L L L L L L L LB
29 11 13 60 13. 80 14. 00 14 20
m/z 55.00 82.08%
UL L s o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 M
13.60 13.80 14.00 14.20
5000 m/z 83.05 67.58%
111
29
o 139 167 196 222 250 278 306 335 364 02
e B B e e s S A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate e e e B
57 13.60 13.80 14.00 14.20
m/z 97.10 61.30%
5000
111
2 169
oL L 1139 210 238 283 434
...,.... e e LA s S S
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .46 4.08 ng 282404 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2104 (14.463 min): BF119699.D (-2100) (-) m/z 57.00 100.00%
g7
5000 a5
111 239 1420 14.40 14.60 14.80
155 260 397
ol AL LA, 135 182 21 77260 286 313 345 372 397 426 m/z 71.05 54.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
5000 LI S B SULLE L

14.20 14.40 14.60 14.80
m/z 43.05 53.93%

113 141 169 197 995 254

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e  RRRaE Bam s
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 36.15%
113
L2 141 169 211 239 267 295 323 352
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane L A o
57 14.20 14.40 14.60 14.80
m/z 55.00 30.92%
5000 85
29
oL b J113 141 169 196 240
B o e A B B B e  RRRaE Bam s
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.23 ng 143574 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
3 Eicosane 282 C20H42 000112-95-8 89
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 89
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 76
Abundance Scan 2155 (14.763 min): BF119699.D (-2152) (-) m/z 57.05 100.00%
57
5000
185 NM,ka~WkAM~KAWAANV
113 14.40 14.60 14.80 15.00
141 207
O b b b Al 182757 246 276301 330 307394423452 483 | "z  71.05  46.77%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane
57
5000 85 L DAL DU SR B
14,40 14.60 14.80 15.00
m/z 43.10 43.31%
29 113 141169 197
Of ek b i 0225 203281309337 380
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
71 14.40 14.60 14.80 15.00
5000 m/z 85.10 32.69%
9
o 127155 183 225 953
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane e T e
57 14.40 14.60 14.80 15.00
m/z 55.00 21.59%
85
5000
113
o 2? | 1 169 197 225 953 282
m'z--> 0 50 160 150 200 250 300 350 400 450 ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.60 ng 232002 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 1.22-Docosanediol 342 C22H4602 022513-81-1 95
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
4 Tetradecanal 212 C14H280 000124-25-4 94
5 14-Octadecenal 266 C18H340 056554-89-3 91
Abundance Scan 2178 (14.898 min): BF119699.D (-2176) (-) m/z 57.00 100.00%
57
82
5000
L AL B B
ol m/z 43.10 77.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117605: Octadecanal
8 8
5000 R AL B B
14.60 14.80 15.00 15.20
m/z 82.05 62.23%
138 166 104 222 2°
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55 82
14,60 14.80 15.00 15.20
5000 m/z 55.00 61.99%
31 138
166 194 222 250 218 343
o AR KA b b e
m/z--> §0 160 1éo 260 2éo 360 3%0 460 4%0
Abundance #117617: Oxirane, hexadecyl- R R R
4 8P 14.60 14.80 15.00 15.20
m/z 41.10 50.45%
5000
09
o 138 166 208 250
miz--> 50 100 150 200 250 300 350 400 450 14,60 14.80 15.00 15.20

8270-BF031820.M Thu Apr 02 11:42:54 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.10 7.22 ng 465509 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Octacosane 394 C28H58 000630-02-4 95
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 92
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2212 (15.098 min): BF119699.D (-2208) (-) m/z 57.00 100.00%

5000

%

113 14.80 15.00 15.20 15.40
141 169 302
o 196 225 266 332356 394 428 456 m/z 13.10 54 _96%

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

:

5000 85 L B
14.80 15.00 15.20 15.40

m/z 71.10 53.00%

113
0 Lol 0141169 107 239 267 204 323 352
i i o e B I A S e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R R R R AEaE E
14.80 15.00 15.20 15.40
5000 g5 m/z 85.05 41.14%
29 113
o 141 169 197 225 253 281 309 337 365 394
L o L e B e s e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R L AL B
57 14.80 15.00 15.20 15.40
m/z 55.00 19.49%
- i JJWJ\W
113
0 l 77141 183 211 239 267 296
e e A R R R
m/z--> 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1,19-Eicosadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.67 5.73 ng 369772 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 94
3 E-11(13-MethvDtetradecen-1-ol a... 268 C17H3202 1000130-80-4 93
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 89
Abundance Scan 2309 (15.668 min): BF119699.D (-2306) (-) m/z 57.00 100.00%
57
82
5000
L AR SUNLE SR B
137 177 207 239 324 353 434 15.40 15.60 15.80 16.00
- 26821 $57408 m/z 43.10 90.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126193: 1,19-Eicosadiene
55
5000 82 LI B SUMRL LR B
15.40 15.60 15.80 16.00
109 m/z 55.00 69.01%
o | ‘ X \ 1 1§8 180 208 250 278
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43| 82
15,40 15.60 15.80 16.00
5000 m/z 82.10 65.81%
109
137 166 194 222 250
Ob g rr v e e T e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117503: E-11(13-Methyl)tetradecen-1-ol acetate A oo S
8 15.40 15.60 15.80 16.00
43 m/z 96.05 44 _01%
5000
109 208
o L] 7 as T 50 e
m/z--> 50 160 150 200 250 300 350 400 450 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.91 7.09 ng 457383 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 83
3 Heneicosane 296 C21H44 000629-94-7 81
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2350 (15.910 min): BF119699.D (-2346) (-) m/z 57.00 100.00%

5000

15.60 15.80 16.00 16.20
m/z 43.05 56.00%

o 141 169 197 235 266 307329 359 400

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

i

15.60 15.80 16.00 16.20
m/z 71.10 51.80%

5000

113 141 169 197 225 253 281 309 338

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
R R EEER T
15.60 15.80 16.00 16.20
5000 71 m/z 85.05 42.49%
99
o 127 155 197 506
L e T B B L L I o o e e o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R BN B m et M ——
57 15.60 15.80 16.00 16.20
m/z 55.00 21.16%
85
5000
29 113
oL | “l | 141 169 197 225 253 296
L T o e O LA LA e o o o o o AR R
m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119699.D

Aca On > 2 Apr 2020 6:13

Operator : MA/SJ

Sample : L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7-Azabicyclo[4.1.0]heptane,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.70 3.37 ng 217234 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 90
2 7-Azabicvclol4.1.0lheptane. 1-me... 111 C7H13N 025022-25-7 64
3 Pentadecanal- 226 C15H300 002765-11-9 49
4 Octadecanal 268 C18H360 000638-66-4 49
5 11-Tetradecyn-1-ol acetate 252 C16H2802 033925-72-3 49
Abundance Scan 2484 (16.698 min): BF119699.D (-2481) (-) m/z 57.00 100.00%
57
82
5000
152 16.40 1660 16.80 17.00
176198 5oc 249 350 378 413 16.40 16.60 16.80 17.00
i | e 300 32¢ m/z 82.05 71.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126193: 1,19-Eicosadiene
55
5000 82 L SRR UM S U
29 16.40 16.60 16.80 17.00
‘ m/z 55.00 59.40%
0-'|-'-.'---- |1..1€f8 180208 250278
m/z--> 50 100 150 200 250 300 350 400
Abundance
82
2 16.40 16.60 16.80 17.00
5000 m/z 43.00 58.91%
110
L U A B UL WL UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #82955: Pentadecanal- R R e R
57 8 16.40 16.60 16.80 17.00
m/z 83.05 56.98%
5000{ 29
109
0 | 237
m/z--> 50 100 1&'30 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040120\
Data File : BF119699.D

Acq On : 2 Apr 2020 6:13

Operator : MA/SJ

Sample - L2055-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
unknown2 .17 2.17 3.0 ng 198365 1 6.81 1329150 20.0
2-Pentanone, 4-hy... 5.02 3.0 ng 197376 1 6.81 1329150 20.0
n-Hexadecanoic acid 11.87 5.5 ng 499989 4 11.34 1813090 20.0
Octadecanoic acid 12.65 2.1 ng 186578 4 11.34 1813090 20.0
Dodecanoic acid, ... 13.41 2.4 ng 168081 5 13.98 1382670 20.0
Cycloeicosane 13.83 9.1 ng 632022 5 13.98 1382670 20.0
Octadecane 14.46 4.1 ng 282404 5 13.98 1382670 20.0
Heptacosane 14.76 2.2 ng 143574 6 15.43 1290010 20.0
Octadecanal 14.90 3.6 ng 232002 6 15.43 1290010 20.0
Heptadecane, 9-oc... 15.10 7.2 ng 465509 6 15.43 1290010 20.0
1,19-Eicosadiene 15.67 5.7 ng 369772 6 15.43 1290010 20.0
Tetracosane 15.91 7.1 ng 457383 6 15.43 1290010 20.0
7-Azabicyclo[4.1.... 16.70 3.4 ng 217234 6 15.43 1290010 20.0
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