LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 2.134 3 8 13 rVB 240431 301241 3.98% 0.462%
2 5.069 498 507 513 rBV 100111 129450 1.71% 0.199%
3 5.463 568 574 577 rBVY 7114943 6969192 92.08% 10.692%
4 6.469 739 745 748 rBY 6518274 7041617 93.03% 10.803%
5 6.845 806 809 813 rVB 2337199 2066323 27 .30% 3.170%
6 7.004 832 836 840 rVB 6260173 5591851 73.88% 8.579%
7 7.410 900 905 908 rBY 4705704 4506189 59.54% 6.913%
8 8.133 1023 1028 1031 rBvV 3260459 2802004 37.02% 4._.299%
9 8.192 1035 1038 1041 rvv2 78724 89988 1.19% 0.138%
10 8.375 1065 1069 1071 rBV 85438 84972 1.12% 0.130%
11 8.433 1076 1079 1081 rvv3 108783 96155 1.27% 0.148%

12 8.522 1090 1094 1097 rBV3 104553 141165 1.87% 0.217%
13 8.557 1097 1100 1102 rVvVv 197036 220914 2.92% 0.339%
14 8.604 1106 1108 1111 rVB 214136 178797 2.36% 0.274%
15 8.686 1117 1122 1126 rBV5 112774 195448 2.58% 0.300%

16 8.728 1126 1129 1132 rVV 331352 326011 4_.31% 0.500%
17 8.775 1132 1137 1143 rVV10 98461 301444 3.98% 0.462%
18 8.828 1143 1146 1151 rVB5 164532 205770 2.72% 0.316%
19 8.916 1158 1161 1164 rBV3 88900 118843 1.57% 0.182%
20 9.016 1176 1178 1182 rBv4 141711 197269 2.61% 0.303%

21 9.098 1190 1192 1195 rVB3 121162 106372 1.41% 0.163%
22 9.133 1196 1198 1201 rVvV2 164721 136902 1.81% 0.210%
23 9.163 1201 1203 1206 rVB2 248743 205807 2.72% 0.316%
24 9.216 1207 1212 1215 rBV 7947053 7568965 100.00% 11.612%
25 9.298 1222 1226 1229 rBV 505812 534469 7.06% 0.820%

26 9.604 1275 1278 1283 rBV2 659439 742065 9.80% 1.138%
27 9.763 1302 1305 1308 rBv4 233654 274457 3.63% 0.421%
28 9.810 1310 1313 1315 rVvB2 317553 264255 3.49% 0.405%
29 9.892 1321 1327 1331 rBV 3478222 3143926 41.54% 4.823%
30 10.304 1394 1397 1399 rBV2 139261 121867 1.61% 0.187%

31 10.680 1456 1461 1464 rBV 3768925 3596984 47.52% 5.518%
32 10.704 1464 1465 1473 rVBS8 58632 88208 1.17% 0.135%
33 11.380 1576 1580 1583 rBV 3311691 2736786 36.16% 4_.199%
34 11.904 1666 1669 1673 rBV 397165 397920 5.26% 0.610%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.592 1782 1786 1788 rBV 253220 251556 3.32% 0.386%

36 12.616 1788 1790 1800 rVVv2 208175 362656 4._.79% 0.556%
37 12.692 1800 1803 1811 rVV 279601 323786 4.28% 0.497%
38 12.821 1822 1825 1828 rVB 184483 154651 2.04% 0.237%
39 12.968 1846 1850 1853 rBV 6541441 5805633 76.70% 8.907%
40 13.551 1946 1949 1951 rVB 122788 106401 1.41% 0.163%

41 13.833 1993 1997 1999 rVB 117848 151794 2.01% 0.233%
42 13.868 2000 2003 2011 rVB 839150 871470 11.51% 1.337%
43 14.021 2025 2029 2032 rBV 2082488 1908585 25.22% 2.928%
44 14.045 2032 2033 2040 rVB 121401 92351 1.22% 0.142%
45 14.198 2056 2059 2063 rVB 179424 163534 2.16% 0.251%

46 14.504 2108 2111 2113 rBV 241501 228494 3.02% 0.351%
47 14.651 2133 2136 2139 rBV4 122311 131882 1.74% 0.202%
48 14.809 2160 2163 2172 rBV 212551 218750 2.89% 0.336%
49 15.151 2218 2221 2227 rBV2 188335 236268 3.12% 0.362%
50 15.421 2265 2267 2272 rVB 78722 95204 1.26% 0.146%

51 15.492 2274 2279 2283 rVV 1560051 1927739 25.47% 2.958%
52 15.539 2284 2287 2293 rVB 202144 254614 3.36% 0.391%

53 15.980 2358 2362 2366 rBV 138200 199206 2.63% 0.306%
54 16.027 2367 2370 2378 rVB7 115338 213087 2.82% 0.327%

Sum of corrected areas: 65181287
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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\BF031920\

BF119459.D

20 Mar 2020 1:17

CG/JuU

L1954-02

19 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.13 2.92 ng 301241 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 7 (2.128 min): BF119459.D (-3) (-) m/z 73.00 100.00%
7B
5000 43
55
87 RS UL IR I I
| | 2.20 2.30 2.40 2.50
o 1 L R N ——— Y2 E T 00 ROV B 1
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 U UL A LR I
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 32.56%
29
e A R R S R SRR RN AR RARAN BARAN SRR BARSS SARN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AR RSN AR
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 21.69%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- A
73 2.20 2.30 2.40 2.50
m/z 40.95 13.18%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 3 Tridecane Concentration Rank 10

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

8.73 2.33 ng 326011 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 59
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 59
4 Decane. 2.6.8-trimethyl- 184 C13H28 062108-26-3 52
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50

Abundance Scan 1129 (8.728 min): BF119459.D (-1126) (-) m/z 57.05 100.00%
g7
43

5000

8.40 8.60 8.80 9.00

0 m/z 43.00 81.04%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48834: Tridecane
a3 Y
71
5000 85 LA L L L L L LB |
8.40 860 8.80 9.00
29 % m/z 71.05 39.12%
oL 15 | ,| | | 7 118127141155169184
L.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
ot
71 8.40 860 8.80 9.00
5000 m/z 41.00 33.44%
85
113
o 9912127141155  182197211225239253268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- e A RAREE
57 8.40 860 8.80 9.00
71 m/z 85.10 28.60%
43
5000
85
29 99113127
o LAl || ] 141155169183197211225239253267 282
S—) S B M A i B A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 8.80 9.00

8270-BF031820.M Fri Mar 20 16:21:05 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 unknown8.77 Concentration Rank 13

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

8.77 2.15 ng 301444 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-TI3-(3.5-Dimethvl-pvrazol-1-vl... 326 C16H18N602 1000296-14-6 47
2 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 43
3 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 38
4 A(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 35
5 Benzene, 1-(1,1-dimethylethyl)-2_... 178 C12H180 000088-40-4 30

Abundance Scan 1136 (8.769 min): BF119459.D (-1132) (-) m/z 163.10 100.00%
163
95
5000 55
7
180
26 125 14 840 860 880 9.00 9.20
0 m/z 95.10 58.80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165500: 4-[[3-(3,5-Dimethyl-pyrazol-1-yl)-[1,2, 4]triazol-...
163
93
5000 T T T T[T T T T T T T T T
8.40 %osm %ogm
m/z 93.00 54 _49Y%
189 213228 251267 297 326

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
163
R B
8.40 8.60 8.80 9.00 9.20
5000 m/z 55.00 46.60%
107
T oA 135
179
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44120: 1,3,5-Trimethyladamantane L B o
163 8.40 8.60 8.80 9.00 9.20
m/z 107.05 42.81%
5000 107
0 ”.,nﬂk“ZQHMJM,:e”}.i%SH..l.f7?”. SRS e A,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 5 unknown9.30 Concentration Rank 3

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

9.30 3.40 ng 534469 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromoeicosane 360 C20H41Br 004276-49-7 46
2 Tridecane 184 C13H28 000629-50-5 43
3 1-Bromodocosane 388 C22H45Br 006938-66-5 43
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 38
5 Dodecane 170 C12H26 000112-40-3 35

Abundance Scan 1226 (9.298 min): BF119459.D (-1222) (-) m/z 57.00 100.00%
g7
5000 41
193
T Tok0 530 940 950
107 177 : : : :

S 0 oLk 299 m/z 43.10 70.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190627: 1-Bromoeicosane

g7

41

5000

9.00 9.20 9.40 9.60
m/z 41.00 44 _82%

15l169 197 225 247263281

319

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R EEE R RARE
9.00 9.20 9.40 9.60
5000 a1 85 m/z 71.10 41.70%
0 16 112 941 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #206609: 1-Bromodocosane B B R
57 9.00 9.20 9.40 9.60
m/z 55.00 39.20%
5000 4 85 135
111 151
0 I } “‘ Ll o L)L 189 191 211 239 261 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.91 ng 397920 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80

Abundance Scan 1668 (11.898 min): BF119459.D (-1666) (-) m/z 43.05 100.00%

60

5000

11.60 11.80 12.00 12.20

01 m/z 59.95 85.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LA L L L L L L L L LB B

11.60 11.80 12.00 12.20
m/z 72.95  77.03%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
B R A e e o
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 66 .64%
o1 185
241 284
58 113 157 2075955
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72648: Tridecanoic acid R AR B
73 11.60 11.80 12.00 12.20
m/z 41.00 60.11%
43
5000
129
) ‘ o i 214
AR Tl S U, v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 3,4-Methylenedioxyphenyl-2-__._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.65 ng 362656 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Methvlenedioxvphenvl-2-propa... 235 C11H13N303 057961-86-1 90
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 89
3 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 70
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 70
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 64
Abundance Scan 1791 (12.621 min): BF119459.D (-1788) (-) m/z 55.00 100.00%

5000

12.40 12.60 12.80 13.00

108125 148165 145 206222

264 289 308 328

0 m/z 43.10 66.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89592: 3,4-Methylenedioxyphenyl-2-propanone semicarbazone
57 100

5000 LA L L L L L LB
12.40 12.60 12.80 13.00
m/z 69.00 60.78%
4
S 7Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
N L N EREEE R
12.40 12.60 12.80 13.00
5000 83 m/z 57.00 60.43%
29 111

0 137 165 193 222 246 264 505
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #129341: Octadec-9-enoic acid A L R REmms e
12.40 12.60 12.80 13.00

m/z 41.05 59.72%

5000

T T I I
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\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.37 ng 323786 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 30
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 30
Abundance Scan 1803 (12.692 min): BF119459.D (-1800) (-) m/z 57.10 100.00%

5000

12.40 12.60 12.80 13.00
m/z 43.05  98.59%

o 259 284301 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131259: Octadecanoic acid
43

73

12.40 12.60 12.80 13.00
m/z 59.95  87.20%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 60
12.40 12.60 12.80 13.00
5000 129 m/z 55.00 75.23%
83
101 157 185 213 256
0 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39473: n-Decanoic acid AR EEREE L
60 12.40 12.60 12.80 13.00
m/z 73.00 71.82%
41
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\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 9.13 ng 871470 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2003 (13.868 min): BF119459.D (-2000) (-) m/z 57.00 100.00%
g7
83
5000
111
SR AR SUNIUE SR B
139 13.60 13.80 14.00 14.20
I | | | Jl.ll. 167,196 230252 280307338 ' "m/z 55.00 91.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
29 m/z 43.10 80.80%
o 154 182 210 238 283
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
SR AR SUNILE S SR
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 65.84%
o 147" 196 224 969 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester T T T T
57 13.60 13.80 14.00 14.20
97 m/z 97.10 61.47%
125
29
0 \‘ 119 J | \H‘. ﬂl§4 19\6 22\4 269 370
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\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.39 ng 228494 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Behenvl chloride 344 C22HA45CI 042217-03-8 87
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 83
Abundance Scan 2110 (14.498 min): BF119459.D (-2108) (-) m/z 57.00 100.00%
g7
5000
Jss
U A B B B
113 14.20 14.40 14.60 14.80
141 239
O A .h.ﬂ. o 8320820, 283 3283%6 S | m/z 43.00 59.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94344: Heptadecane
57
5000 85 L B UL UL UL
14:20 14.40 14.60 14.80
- m/z 71.00 48.46%
o 13141169197 240
mz-> 0 55 100 150 200 2%0 300 350 400 450 500
Abundance
57
1420 1440 14.60 14.80
5000 P m/z 85.05 35.01%
29
o 13141169 217245273301 344
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane R R e R
14.20 14.40 14.60 14.80
m/z 55.00 28.01%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.27 ng 218750 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 83
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2163 (14.809 min): BF119459.D (-2160) (-) m/z 57.10 100.00%
57
5000 g5
113 41 318 14.40 14.60 14.80 15.00 15.20
o3 ,l. T, 7401179107 221 258 277 SQ0318 341 m/z 43.00 58.36%
m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57
5000 85 AR SRR DR DU B
mmmmmmmmmm
29 113 268 m/z 71.05 53.67%
141
L L P s |
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 1460 14.80 15.00 15.20
5000 m/z 85.05 35.82%
85
29
113 155 183
o—r-r g . -
m/z--> éo 160 150 200 250 300 350
Abundance #129493: Eicosane A B o
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 21.75%
5000 85
29 282
113
m/z--> 5'0 1(')0 150 200 250 300 350 14. 40 14. 60 14. 80 15. oo 15 20

8270-BF031820.M Fri Mar 20 16:21:09 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.15 2.45 ng 236268 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tricosane 324 C23H48 000638-67-5 87
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 83
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 81
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 2221 (15.151 min): BF119459.D (-2218) (-) m/z 57.00 100.00%
57
5000 85
113 141 14.80 15.00 15.20 15.40
obrrer 3 A ML 169180207226 282272 300 824341 | T 4300 58.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane
57
5000 L AR BURBLR SRR UL B

g5 14.80 15.00 15.20 15.40
29 m/z 71.10 51.50%

(113 141 169 197 226

Ot et e pre e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
A N B
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 42 .78%
) 29 113 141 160 197 225 253 og1 324
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59889: Tridecane, 2-methyl- R B .
57 14.80 15.00 15.20 15.40
m/z 55.00 25.25%
5000
85
2 155
113
183
O.PLWHHPL.MHMJ.““.”h””.“.”“.”.””.“.“”.”.””P. .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.07 ng 199206 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Nonadecane 268 C19H40 000629-92-5 96
3 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2362 (15.980 min): BF119459.D (-2358) (-) m/z 57.10 100.00%
57
5000 85
113 141 1560 1580 16,00 1620
ol db b 1757, 504011083 222 250 285305328 355 401 | o T4z 05 52,200
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

5000

15.60 15.80 16.00 16.20
m/z 71.05 50.16%

141 169 197 225 253

296

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 41.14%
29
o 113 141 169 197 995 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane e EARRs RS
57 15.60 15.80 16.00 16.20
m/z 55.00 22 .33%
85
5000
29 141
LR T s e
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119459.D

Aca On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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 1-Docosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.21 ng 213087 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 Octacosvl acetate 452 C30H6002 018206-97-8 83
4 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 83
5 Behenic alcohol 326 C22H460 000661-19-8 81
Abundance Scan 2371 (16.033 min): BF119459.D (-2367) (-) m/z 57.10 100.00%
57 o7
5000
" 15.80 16.00 16.20 16.40
Ot m/z 43.00 95.52%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
g5
97
5000 LR UL BURILL B B
29 mmmmmmmm
195 m/z 55.00 87.27%
0 N 153 181 308
miz--> 0 éo 100 150 200 250 300 350 400 450
Abundance
55 83
" 15.80 16.00 16.20 16.40
5000 111 m/z 97.00 78.72%
29
o 139 167 196 238 266 204
miz--> 0 éo 160 1%0 260 2éo 360 3éo 460 4éo
Abundance #227661: Octacosyl acetate e RARREEE RS
43 97 15.80 16.00 16.20 16.40
m/z 69.05 57.63%
69
5000
125
ol1s, Lk ‘ “l 1153 181 200 250 278 306 334 364 392 437
miz--> 0 éo 160 1%0 260 2éo 360 350 460 4éo 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031920\
Data File : BF119459.D

Acq On : 20 Mar 2020 1:17

Operator : CG/JU

Sample : L1954-02

Misc :

ALS Vial : 19 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]
Butane, 2-methoxy... 2.13 2.9 ng 301241 1 6.85 2066320 20.0
Tridecane 8.73 2.3 ng 326011 2 8.13 2802000 20.0
unknown8.77 8.77 2.1 ng 301444 2 8.13 2802000 20.0
unknown9 .30 9.30 3.4 ng 534469 3 9.89 3143930 20.0
n-Hexadecanoic acid 11.90 2.9 ng 397920 4 11.38 2736790 20.0
3,4-Methylenediox... 12.62 2.6 ng 362656 4 11.38 2736790 20.0
Octadecanoic acid 12.69 2.4 ng 323786 4 11.38 2736790 20.0
Pentafluoropropio... 13.87 9.1 ng 871470 5 14.02 1908590 20.0
Heptadecane 14.50 2.4 ng 228494 5 14.02 1908590 20.0
Nonadecane 14.81 2.3 ng 218750 6 15.49 1927740 20.0
Hexadecane 15.15 2.5 ng 236268 6 15.49 1927740 20.0
Heneicosane 15.98 2.1 ng 199206 6 15.49 1927740 20.0
1-Docosene 16.03 2.2 ng 213087 6 15.49 1927740 20.0
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