LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081320\
Data File : BF121285.D

Aca On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

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-BF081320.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 5.322 546 550 560 rBV 384196 371365 17.11% 2.671%
2 6.351 722 725 739 rBV 399453 380139 17.52% 2.734%
3 6.722 784 788 791 rBV 742279 594820 27.41% 4.278%
4 7.281 880 883 889 rBV 324168 247685 11.41% 1.781%
5 8.004 1003 1006 1009 rBVY 1037456 776703 35.79% 5.586%
6 9.075 1185 1188 1192 rBV 612167 496588 22.88% 3.572%
7 9.163 1198 1203 1207 rBV 39084 35675 1.64% 0.257%
8 9.475 1252 1256 1259 rBvV2 50798 56288 2.59% 0.405%
9 9.692 1290 1293 1297 rVB 59124 44575 2.05% 0.321%
10 9.757 1300 1304 1307 rVB 972520 868358 40.01% 6.245%
11 10.192 1374 1378 1381 rBvV 69769 57100 2.63% 0.411%
12 10.410 1409 1415 1418 rBvV 31239 40946 1.89% 0.294%

13 10.539 1432 1437 1445 rBvV 286503 259190 11.94% 1.864%
14 10.663 1455 1458 1463 rBV 105819 116398 5.36% 0.837%

15 11.110 1531 1534 1536 rBV 98321 74252 3.42% 0.534%
16 11.139 1536 1539 1544 rVB2 37310 43940 2.02% 0.316%
17 11.233 1552 1555 1558 rBV 979928 838892 38.65% 6.034%
18 11.257 1558 1559 1562 rVB 74248 47908 2.21% 0.345%
19 11.533 1603 1606 1608 rBV 88109 73851 3.40% 0.531%
20 11.557 1608 1610 1614 rVB2 124323 97630 4 _50% 0.702%
21 11.639 1620 1624 1627 rBV 1265502 1130628 52.10% 8.132%
22 11.845 1655 1659 1662 rBV3 22837 31485 1.45% 0.226%
23 11.939 1672 1675 1679 rBV 67943 66272 3.05% 0.477%
24 12.039 1688 1692 1694 rBV2 21396 26018 1.20% 0.187%

25 12.321 1736 1740 1742 rBV 2119847 2089024 96.26% 15.025%

26 12.345 1742 1744 1752 rVB 2479541 2170237 100.00% 15.609%
27 12.427 1754 1758 1760 rBV 587158 467505 21.54% 3.362%
28 12.674 1795 1800 1802 rBV 134450 162682 7.50% 1.170%
29 12.698 1802 1804 1808 rVvVv 44458 45433 2.09% 0.327%
30 12.816 1821 1824 1831 rVB 496870 435902 20.09% 3.135%

31 12.986 1850 1853 1854 rBV2 35568 33045 1.52% 0.238%
32 13.057 1862 1865 1870 rBV3 56050 87617 4.04% 0.630%
33 13.151 1878 1881 1884 rBV 44632 35201 1.62% 0.253%
34 13.257 1897 1899 1903 rBV4 34281 40155 1.85% 0.289%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081320\
Data File : BF121285.D

Aca On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.398 1921 1923 1925 rVB 36444 26075 1.20% 0.188%
36 13.574 1950 1953 1956 rBV3 45696 56503 2.60% 0.406%
37 13.821 1992 1995 1998 rBV 30049 30524 1.41% 0.220%
38 13.868 1999 2003 2006 rBV 769556 708634 32.65% 5.097%
39 14.886 2173 2176 2178 rBV 69885 82575 3.80% 0.594%

40 15.286 2240 2244 2248 rBVY 530817 656063 30.23% 4_.719%

Sum of corrected areas: 13903881
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\

BF121285.D

13 Aug 2020 22:43

JU/CG

L3501-01 5X

22 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121285.D

Aca On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.78 ng 116398 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 1458 (10.663 min): BF121285.D (-1455) (-) m/z 57.05 100.00%
57
5000 85
4
113 141 169184 10.40 10.60 10.80 11.00
0...,....;":.. e e m/z 43.05  73.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48832: Tridecane
57
4
5000 L UL B SULRLE B
mmmmmmnm
m/z 71.05 70.36%
0 15 112127 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
a 10,40 10.60 10.80 11.00
5000 85 m/z 85.05 46 .70%
oL15 13108 155 183 211 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane R B Rt
57 mmmmmmnm
m/z 41.05 35.27%
5000 85
4
o ‘ L (118 4 looisa 212
m/z--> ﬁo Jo eb 85 160 150 110 160 180 200 220 240 260 2éo 360 1040 1060 1080 1f00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121285.D

Aca On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 9-Hexadecenoic acid, methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.56 2.33 ng 97630 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 95
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 68
3 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 62
4 Palmitoleic acid 254 C16H3002 000373-49-9 58
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 58
Abundance Scan 1611 (11.563 min): BF121285.D (-1608) (-) m/z 55.00 100.00%

5000

11.20 11.40 11.60 11.80
m/z 74.00 78.13%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

11.20 11.40 11.60 11.80
m/z 69.05  76.44%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
74 S ERAREE RS
11.20 11.40 11.60 11.80
5000 o6 m/z 41.00 58.77%
110
123
. 1871521 66179194207221 236 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105678: cis-9-Hexadecenoic acid N RE RS ma e s e
11.20 11.40 11.60 11.80
m/z 83.05 58.07%
5000 97

1
124138152, 66179 194707201 236 254

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121285.D

Aca On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.64 26.96 ng 1130630 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 86
Abundance Scan 1624 (11.639 min): BF121285.D (-1620) (-) m/z 74.00 100.00%
74
87
5000
43
| 7)) | sorgesf 221 "TTa0 1110 1180 1760
115 171185199 241 270 : : : :
bt i g 30115 | 157170105100213 | 201 270 o e 2 g
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 LR B SIS I SR
43 11.40 11.60 11.80 12.00
7 143 m/z 43.10 31.43%
. I| 1] | 101115129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11,40 11.60 11.80 12,00
5000 43 m/z 55.00 24 .43%
29 57 143
o 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester T T TR T T
74 11.40 11.60 11.80 12.00
a7 m/z 41.05 22 .09%
5000 43
7
0 T |, 101115129 1‘\13157171 P10 228 N
mz--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121285.D

Aca On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.32 49.80 ng 2089020 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1740 (12.321 min): BF121285.D (-1736) (-) m/z 67.05 100.00%

67 81

5000 4l

12.00 12.20 12.40 12.60
m/z 81.05 88.33%

o | 191206220 245 263 2904
rerrrfr

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 6|7

81

5000 LA L L L L L L LB LB
6 12. OO 12. 20 12.40 12.60
m/z 55.05 64.91%
123 149164178
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
81 N A
12.00 12.20 12.40 12.60
5000 m/z 95.05 59.65%
96
294
o 123 150 175195 220237 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester TP
12. OO 12. 20 12. 40 12 60
m/z 41.05 51.63%
5000

178 195 220 237
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12,20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121285.D

Aca On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.35 51.74 ng 2170240 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 97

Abundance Scan 1745 (12.351 min): BF121285.D (-1742) (-) m/z 79.05 100.00%

5000
296 12.00 12.20 12.40 12.60
01 m/z 264 .20 82 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
5000 LI LI L L L L L LB B B
12.00 12.20 12.40 12.60
29 11 264 m/z 265.20 70.22%
30 222
o 138152 180 507°9° 246 | 279296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
e
74 12.00 12.20 12.40 12.60
5000 m/z 69.10 66 .62%
29 97 264
111 222
o 138152 180 5077 o5 | 79296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester EREREEEEEEE L
56 12.00 12.20 12.40 12.60
m/z 74.00 63.23%
74
5000
29 264
111
222
0 Ll 138152 180 557°° 246 | 27929
e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121285.D

Aca On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 Octadecane Concentration Rank 6

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

13.06 2.47 ng 87617 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Octacosane 394 C28H58 000630-02-4 76
3 Tetracosane 338 C24H50 000646-31-1 74

4 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S

1000309-12-6 72

5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1866 (13.063 min): BF121285.D (-1862) (-) m/z 57.05 100.00%
57
5000
150171 197 | 235254 081 12.80 13.00 13.20 13.40
0! T m/z 71.05 61.97%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LIS L L L LB L B
12.80 13.00 13.20 13.40
m/z 43.05 60.82%
oL L g 1118141 160 107 295 254
T I L e e e S B
m/z--> 50 100 150 200 250 300 350
Abundance
57
A R A
12.80 13.00 13.20 13.40
5000 g5 m/z 85.10 45 _.25%
29
o 113 141 169 197 225 253 281 309 337 365 394
T T T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e B o L
57 12.80 13.00 13.20 13.40
m/z 55.05 41.52%
5000 85
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
— T T T T T e T A R A
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081320\
Data File : BF121285.D

Acq On : 13 Aug 2020 22:43

Operator : JU/CG

Sample : L3501-01 5X

Misc :

ALS Vial : 22 Sample Multiplier: 2

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081320.M
Quant Title : 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]
Tridecane 10.66 2.8 ng 116398 4 11.23 838892 20.0
9-Hexadecenoic ac... 11.56 2.3 ng 97630 4 11.23 838892 20.0
Hexadecanoic acid... 11.64 27.0 ng 1130630 4 11.23 838892 20.0
9,12-Octadecadien... 12.32 49.8 ng 2089020 4 11.23 838892 20.0
13-Octadecenoic a... 12.35 51.7 ng 2170240 4 11.23 838892 20.0
Octadecane 13.06 2.5 ng 87617 5 13.87 708634 20.0
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