LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF043020\
Data File : BF120239.D
Aca On : 30 Apr 2020 14:52 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22'6 : L2445-03 EOD-PROJECT-WEST
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-BF040820 .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 5.251 535 538 551 rBY 1597699 1515142 61.09% 8.310%
2 6.298 712 716 729 rBY 1890904 1587833 64.02% 8.708%
3 6.645 772 775 779 rBV 754075 595936 24.03% 3.268%
4 6.804 798 802 805 rBVY 1648192 1333710 53.77% 7.315%
5 7.210 868 871 875 rBVY 1171333 1087182 43.83% 5.963%
6 7.934 990 994 997 rBVY 1032908 772157 31.13% 4.235%
7 9.016 1174 1178 1181 rBV 2678598 2084640 84.05% 11.433%
8 9.410 1242 1245 1249 rBvV 143839 119011 4 ._.80% 0.653%
9 9.692 1289 1293 1296 rBV 999465 868994 35.04% 4_.766%
10 10.480 1423 1427 1439 rBVY 1576353 1325819 53.45% 7.271%

11 11.175 1541 1545 1549 rBV 1170004 931459 37.55% 5.108%
12 11.722 1634 1638 1647 rBV2 249899 266701 10.75% 1.463%
13 12.504 1768 1771 1781 rBV 160106 173283 6.99% 0.950%
14 12.769 1811 1816 1819 rBV 2684502 2480296 100.00% 13.603%
15 13.680 1966 1971 1983 rBV 192075 314952 12.70% 1.727%

16 13.816 1990 1994 1998 rBV 1085128 961664 38.77% 5.274%

17 13.998 2020 2025 2028 rBV 50817 53171 2.14% 0.292%
18 14.298 2070 2076 2089 rBV 84607 146581 5.91% 0.804%
19 14.598 2123 2127 2131 rVB 78266 72544 2.92% 0.398%
20 14.727 2144 2149 2155 rBV5 19108 27298 1.10% 0.150%
21 14.910 2176 2180 2184 rVB 82014 88211 3.56% 0.484%
22 15.221 2227 2233 2236 rBV 768421 898198 36.21% 4.926%
23 15.257 2236 2239 2244 rVB 58718 73741 2.97% 0.404%
24 15.439 2266 2270 2275 rVB 68926 87017 3.51% 0.477%
25 15.657 2302 2307 2311 rBV 56880 85918 3.46% 0.471%
26 15.721 2313 2318 2320 rBV5 19558 32087 1.29% 0.176%
27 16.115 2379 2385 2390 rBV3 27567 51409 2.07% 0.282%
28 18.015 2702 2708 2715 rBV9 11816 31100 1.25% 0.171%

29 18.956 2860 2868 2870 rBV6 86106 167578 6.76% 0.919%

Sum of corrected areas: 18233632

8270-BF040820.M Fri May 01 07:09:49 2020 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF043020\

Data File : BF120239.D

Aca On : 30 Apr 2020 14:52

Operator : MA/SJ

ﬁ?ggle i L2445-03 EOD-PROJECT-WEST
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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: BF120239.D
2500000

2000000 6.30
5.05 6.80
1500000
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Abundance TIC: BF120239.D
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Abundance TIC: BF120239.D

2500000
2000000

1500000

13.82

1000000
15.22

500000

13.68
1430 14. 4.91 1% 2a5.4415 18.¢
14.00 1430 14.89 74 26544156672 16.12 18.02 A

e =L

T
18.00 18.50

O e e :
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF043020\

Data File : BF120239.D

Aca On : 30 Apr 2020 14:52

Operator : MA/SJ

ﬁ?ggle i L2445-03 EOD-PROJECT-WEST
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 5.73 ng 266701 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 1638 (11.722 min): BF120239.D (-1634) (-) m/z 60.00 100.00%
448 6p 73
5000
129
o7 115 213 UL IR RN UL
| 143157171185, 00" 507 256 11.40 11.60 11.80 12.00
NN N m/z 73.00 99.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

11.40 11.60 11.80 12.00

m/z 43.10 98.70%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R RAR T s RRARE
11.40 11.60 11.80 12.00
5000 129 m/z 55.00 82.47%
29 g7 115 171
101 185 214
15 143157 198
R R B e B B A RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR AR
43 60 73 11.40 11.60 11.80 12.00
m/z 56.95 81.57%
5000 129
29
199
- L“u' 143 157171185 242

m/z--> 20 40 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\BF043020\
Data File : BF120239.D

Aca On : 30 Apr 2020 14:52

Operator : MA/SJ

Sample : L2445-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.50 3.60 ng 173283 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Trehalose 342 C12H22011 000099-20-7 50

Abundance Scan 1770 (12.498 min): BF120239.D (-1768) (-) m/z 43.05 100.00%
43 -
5000
97 129
185 241 12.20 12.40 12.60 12.80
T | T T 4 ‘m/z 57.00 87.59%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
48
5000 129
12.20 12.40 12.60 12.80
97 185 2l oms m/z 59.90 81.79%
157, | 207
m/z--> 50 100 1%0 260 250 360 3éo
Abundance
43
60 12120 12,40 12.60 12.80
5000 o84 m/z 73.10 79.24%
83 129
185
101 157 213 241 267 311 372
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #107549: n-Hexadecanoic acid
43 60 12.20 12.40 12.60 12.80
m/z 55.00 72 .19%
5000 129
83
} o1 157 185 213 256
TP O o - A
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF043020\

Data File : BF120239.D

Aca On : 30 Apr 2020 14:52

Operator : MA/SJ

ﬁ?ggle i L2445-03 EOD-PROJECT-WEST
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.68 6.55 ng 314952 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
Abundance Scan 1971 (13.680 min): BF120239.D (-1966) (-) m/z 57.05 100.00%
57
5000 97
‘ y ﬂ 125 13.40 13.60 13.80 14.00
MMM m/z 43.10 75.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000
13.40 13.60 13.80 14.00
29 125 m/z 54.95 63.91%
PLELL L) ] as4182210238 283 334
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57
97 13.40 13.60 13.80 14.00
5000 m/z 97.10 45_12%
125
2 153 181 210 238264 294 322 367 418
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate
57 13.40 13.60 13.80 14.00

m/z 83.10 44 _37%

97
5000
2 125
Tiltd] ‘l 153181208 250278 306334 364 302 437 488
P T e P e e e

m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF043020\

Data File : BF120239.D

Aca On : 30 Apr 2020 14:52

Operator : MA/SJ

ﬁ?ggle i L2445-03 EOD-PROJECT-WEST
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Sulfurous acid, butyl dodec... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.30 3.05 ng 146581 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 10-Methvlnonadecane 282 C20H42 056862-62-5 83
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 2076 (14.298 min): BF120239.D (-2070) (-) m/z 56.95 100.00%
57
5000 85
4
113 300 14.00 14.20 14.40 14.60
...,....,'...| [ T L w60 207 28150 1 h/z 43.00  59.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57
5000 U AU B B
85 14.00 14.20 14.40 14.60
4 m/z 71.10 52.67%
2 113 139 169 503221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 14.00 14.20 14.40 14.60
5000 m/z 85.00 44 _98%
41
113
26 141 169 197 225 253268 296
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57 14.00 14.20 14.40 14.60
m/z 54.95 24 .36%
85
5000 4
JM [ " i (141 169 197212 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF043020\

Data File : BF120239.D

Aca On : 30 Apr 2020 14:52

Operator : MA/SJ

ﬁ?ggle i L2445-03 EOD-PROJECT-WEST
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.96 3.73 ng 167578 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 64
2 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 43
3 Caparratriene 206 C15H26 1000374-08-7 42
4 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 42
5 Longipinane, (E)- 206 C15H26 1000156-14-5 38
Abundance Scan 2869 (18.962 min): BF120239.D (-2860) (-) m/z 55.00 100.00%

9

95
109,54

5000 137 163179 205

!

231 273 T
246 18.60 18.70 18.80 18.90
m/z 69.00 97 .36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
3

5

18!60 18.I7O 18.I80 18.I90
m/z 94.95 76.89%

5000

163177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

95 123

3

a 18.60 18.70 18.80 18.90
191 m/z 109.10 72 .04%

5000 55 69
109 447 206
163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66196: Caparratriene

s

18.60 18.70 18.80 18.90
m/z 81.00 71.78%

5000

s

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.70 18.80 18.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF043020\

Data File : BF120239.D

Acq On : 30 Apr 2020 14:52

Operator : MA/SJ

3?22'6 i L-2445-03 EOD-PROJECT-WEST
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
n-Hexadecanoic acid 11.72 5.7 ng 266701 4 11.17 931459 20.0
Octadecanoic acid 12.50 3.6 ng 173283 5 13.82 961664 20.0
Heptadecyl triflu... 13.68 6.5 ng 314952 5 13.82 961664 20.0
Sulfurous acid, b... 14.30 3.0 ng 146581 5 13.82 961664 20.0
2,4a,8,8-Tetramet... 18.96 3.7 ng 167578 6 15.22 898198 20.0
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