LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 5.316 544 549 552 rBVY 3017922 2658990 77.32% 7.884%
2 6.351 720 725 728 rBVY 2701328 2782438 80.91% 8.250%
3 6.545 755 758 763 rBV2 68905 69189 2.01% 0.205%
4 6.710 783 786 790 rBVY 1130480 949240 27 .60% 2.815%
5 6.869 809 813 816 rBVY 2820515 2367190 68.83% 7.019%
6 7.281 876 883 886 rBY 2053284 1918236 55.78% 5.688%
7 7.998 1000 1005 1008 rBV 1534735 1263065 36.73% 3.745%
8 8.710 1122 1126 1130 rVB2 46343 41322 1.20% 0.123%
9 9.081 1183 1189 1192 rBVvV 3998381 3438975 100.00% 10.197%
10 9.416 1242 1246 1248 rBV 41975 41151 1.20% 0.122%

11 9.475 1252 1256 1259 rVvVv 648873 504074 14.66% 1.495%
12 9.616 1276 1280 1284 rVB 44353 40892 1.19% 0.121%
13 9.757 1297 1304 1307 rBV 1529733 1318218 38.33% 3.909%
14 10.545 1432 1438 1441 rBV 2276504 1943169 56.50% 5.762%

15 10.669 1456 1459 1464 rBV2 41783 54355 1.58% 0.161%
16 11.239 1552 1556 1559 rBV 1527973 1318840 38.35% 3.911%
17 11.263 1559 1560 1563 rVV 168719 93819 2.73% 0.278%
18 11.310 1563 1568 1573 rVB4 35614 67477 1.96% 0.200%
19 11.539 1604 1607 1610 rBV2 44566 42505 1.24% 0.126%
20 11.692 1630 1633 1638 rBV2 59051 91568 2.66% 0.272%
21 11.739 1638 1641 1644 rVvV 77183 95158 2.77% 0.282%
22 11.775 1644 1647 1653 rVB2 435610 411797 11.97% 1.221%
23 11.851 1658 1660 1662 rVV 73476 78024 2.27% 0.231%
24 11.874 1662 1664 1668 rVB 41545 46647 1.36% 0.138%
25 11.951 1674 1677 1679 rVB 45893 39911 1.16% 0.118%
26 12.033 1687 1691 1694 rVB2 44240 60394 1.76% 0.179%
27 12.186 1712 1717 1720 rBV2 47934 49725 1.45% 0.147%
28 12.292 1732 1735 1738 rBV 45243 42169 1.23% 0.125%
29 12.339 1740 1743 1747 rVB3 44977 58783 1.71% 0.174%

30 12.451 1758 1762 1765 rBV 136139 122970 3.58% 0.365%

31 12.498 1768 1770 1776 rVB6 33334 51645 1.50% 0.153%
32 12.563 1776 1781 1787 rBV2 170650 210870 6.13% 0.625%
33 12.680 1795 1801 1803 rBV 165760 144233 4._.19% 0.428%
34 12.710 1803 1806 1809 rVVv2 98378 96242 2.80% 0.285%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.833 1822 1827 1830 rBV 3248352 2980311 86.66% 8.837%

36 13.069 1861 1867 1869 rBV2 83174 116823 3.40% 0.346%

37 13.257 1896 1899 1901 rVB 126116 96576 2.81% 0.286%
38 13.316 1906 1909 1915 rVB6 47803 54440 1.58% 0.161%
39 13.410 1922 1925 1928 rVB 107675 94521 2.75% 0.280%
40 13.498 1937 1940 1942 rBV3 56786 51031 1.48% 0.151%

41 13.621 1957 1961 1965 rBV2 96258 117559 3.42% 0.349%
42 13.739 1977 1981 1988 rBVY 429622 605683 17.61% 1.796%
43 13.880 2000 2005 2008 rBV 1038621 998197 29.03% 2.960%
44 14.051 2031 2034 2039 rBV2 247618 298853 8.69% 0.886%

45 14.092 2039 2041 2043 rVV 78763 70841 2.06% 0.210%
46 14.127 2043 2047 2049 rVvVv 91874 141520 4.12% 0.420%
47 14.151 2049 2051 2054 rVvVv 84583 84599 2.46% 0.251%
48 14.198 2057 2059 2063 rVB 93541 85460 2.49% 0.253%

49 14.268 2068 2071 2074 rBVY 291247 382278 11.12% 1.134%
50 14.298 2074 2076 2079 rVB 204298 180290 5.24% 0.535%

51 14.333 2079 2082 2084 rBV 202245 166825 4._.85% 0.495%
52 14.363 2084 2087 2092 rBV2 292939 457067 13.29% 1.355%
53 14.404 2092 2094 2096 rBV 99522 80473 2.34% 0.239%
54 14.492 2106 2109 2110 rBV3 43023 44811 1.30% 0.133%
55 14.515 2110 2113 2117 rVB 223202 216619 6.30% 0.642%

56 14.645 2131 2135 2136 rBV 315570 344613 10.02% 1.022%
57 14.710 2143 2146 2151 rVB 356715 355704 10.34% 1.055%
58 14.798 2158 2161 2165 rBV 128932 180165 5.24% 0.534%
59 14.898 2175 2178 2181 rBV2 60421 75394 2.19% 0.224%
60 14.980 2188 2192 2195 rBV 268291 324164 9.43% 0.961%

61 15.239 2234 2236 2242 rVB 82505 99656 2.90% 0.295%
62 15.310 2242 2248 2251 rBV 804947 1206499 35.08% 3.577%
63 15.527 2281 2285 2290 rVB3 135581 188531 5.48% 0.559%
64 15.751 2319 2323 2328 rVB 199417 246458 7.17% 0.731%
65 16.221 2399 2403 2414 rVV3 84547 169740 4.94% 0.503%

66 16.339 2418 2423 2438 rVB 187211 436541 12.69% 1.294%

67 16.498 2447 2450 2455 rVB6 41237 55343 1.61% 0.164%

68 16.845 2504 2509 2515 rBV9 61897 114122 3.32% 0.338%

69 18.527 2790 2795 2799 rBV3 43154 90268 2.62% 0.268%
Sum of corrected areas: 33725256
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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

A%‘H@&?& TIC: BF120087.D
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2000000
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1000000
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I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

A%‘H@&?& TIC: BF120087.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 6
R.T. EstConc Area Relative to ISTD R.T.
11.77 6.24 ng 411797 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Undecanoic acid 186 C11H2202 000112-37-8 52

Abundance Scan 1646 (11.769 min): BF120087.D (-1644) (-) m/z 192.05 100.00%

43 2

5000

11.40 11.60 11.80 12.00
m/z 43.00 90.59%

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 L B B e

11.40 11.60 11.80 12.00
m/z 60.00 85.36%

21
143157171185 1 gq

L

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

Abundance
43 60 73
AR DR
29 11.40 11.60 11.80 12.00
5000 m/z 57.10 75.72%
o 129 242
199
101115 143157171185 213226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L R S LS e
43 60 73 11.40 11.60 11.80 12.00
m/z 72.95 70.75%
5000
29
129
“ T7 0118 ‘ 7L 214
b A AL L | e |
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\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 12
R.T. EstConc Area Relative to ISTD R.T.
12.56 4.23 ng 210870 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59
Abundance Scan 1781 (12.563 min): BF120087.D (-1776) (-) m/z 43.00 100.00%
4B
57_73
5000 129
o 185 241 AL U SR SR I
U5 1143157171 | 199213227 | p55 284 12.20 12.40 12.60 12.80
m/z 57.00 83.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
5000 129 AR AR SRR R

12.20 12.40 12.60 12.80
m/z 60.00 78.23%

185

241 284

143457171

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

Abundance
43 0
12.20 12.40 12.60 12.80
5000 129 m/z 72.95 76.37%
83 97
115 157171 213 256
143 185199 227,
mewmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
43 m/z 55.00 68.92%
5
5000 129

185 228
143157171 ‘ 199713 ‘

M ﬂ’ ]W\llﬁs \

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 unknownl3.62 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.36 ng 117559 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvl(hex-4-vn-3-vlox... 200 C10H2002Si 1000347-91-5 47
2 Pvrimidine-2.4(1H.3H)-dione. 1-a... 226 C11H15FN202 312533-68-9 43
3 2-(6-HvdroxvnaphthvDpropionic a... 230 C14H1403 061495-42-9 38
4 Benzeneethanamine. 2-fluoro-4-hv... 171 C8H10FNO2 1000116-43-3 38
5 1-Naphthalenecarbodithioic acid,... 232 C13H12S2 020876-72-6 38
Abundance Scan 1961 (13.621 min): BF120087.D (-1957) (-) m/z 57.05 100.00%
57 171
5000 99 127
43 114 230 beafbhindhtudhto S
| 70 83 | 13.40 13.60 13.80 14.00
! s, m/z 171.10 87.65%

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

Abundance #60910: Silane, dimethyl(hex-4-yn-3-yloxy)ethoxy-
171
5000 127
103 13.40 13.60 13.80 14.00
75 141 185 m/z 127.10 43.76%
29 45 59 | 87 || 115 | | 155 | 199
R R e B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
171
41
13.40 13.60 13.80 14.00
5000 m/z 99.00 36.14%
114

56 72 gg 100 | 127 y43155 | 183 19211 226

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

Abundance #86085: 2-(6-Hydroxynaphthyl)propionic acid, methyl ester e e RAmma

171 13.40 13.60 13.80 14.00
m/z 55.00 26.08%

5000
230
115128
5163 84 ‘ 1ﬁ11?3 | 187 201215
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.74 12.14 ng 605683 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
Abundance Scan 1981 (13.739 min): BF120087.D (-1977) (-) m/z 57.00 100.00%

5000

.

13.40 13.60 13.80 14.00
7
- H Jll.f.l.‘?ffl.gﬂ??? s e /2 43.05  69.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57

3

13.40 13.60 13.80 14.00
m/z 55.00 62.75%

5000

%f ﬂl 7 167190227 550

IJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3

Abundance
57
R B
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 41.96%
139169
27 208 250 292322 362392 437 588
i B e e e AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239098: Tetracosy! heptafluorobutyrate A R B
57 13.40 13.60 13.80 14.00
m/z 71.05 41.43%
97
5000
271 | P??;eg 208 250 292 336 381 532
R B o e B e e R L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 unknownl14.05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.05 5.99 ng 298853 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 25
2 Malonic acid. dodecvl 2-ethvlbut... 356 C21H4004 1000348-96-3 22
3 Octacosane 394 C28H58 000630-02-4 20
4 Hexadecane 226 C16H34 000544-76-3 20
5 Tetracosane 338 C24H50 000646-31-1 18
Abundance Scan 2034 (14.051 min): BF120087.D (-2031) (-) m/z 105.00 100.00%
105
5000 s7
}| |m1 223 13.80 14.00 14.20 14.40
ol A, l.ﬂ.“'r w165 197 292 283 388 ' nm/z 57.05 51.39%
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LR SRS B SULILL B
13.80 14.00 14.20 14.40
m/z 119.10 47 .80%
ag | (M ,141 169 210 239 267 309 335 366
m/z--> 50 100 150 200 250 300 350
Abundance
105
85 " 13.80 14.00 14.20 14.40
5000 m/z 43.00 28.78%
43
66 140 168189 209 273 327
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane S B s B
57 13.80 14.00 14.20 14.40
m/z 71.10 24 .84%
5000 85
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 ' 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 7 2,6-Difluorobenzoic acid, 2... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.84 ng 141520 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Difluorobenzoic acid. 2.5-di... 302 C13H6CI2F202 1000325-74-1 64
2 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 64
3 2.4-Difluorobenzoic acid. 3.4-di... 302 C13H6CI2F202 1000357-60-3 64
4 2.4-Difluorobenzoic acid. 2.3-di... 302 C13H6CI2F202 1000331-58-1 50
5 1-napthylacetic acid, 2,2,2-trif... 268 C14H11F302 1000376-56-3 50
Abundance Scan 2047 (14.127 min): BF120087.D (-2043) (-) m/z 141.00 100.00%
141
5000
43 167 225 267 352 13.80 14.00 14.20 14.40
o2 80 S B 3 i m/z 142.00  11.19%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #145889: 2,6-Difluorobenzoic acid, 2,5-dichlorophenyl ester
141
5000
13.80 14.00 14.20 14.40
m/z 153.10 6.32%
63 o3 |3 162 302
m/z--> 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
141
13.80 14.00 14.20 14.40
5000 m/z 225.10 6.06%
113
63 85 183 211 352
WWWWWWWWWWWWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #145894: 2,4-Difluorobenzoic acid, 3,4-dichlorophenyl ester
141 13.80 14.00 14.20 14.40
m/z 43.05 5.98%
5000
113
63 93 | ] 162 302
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 8 unknownl4.27 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.27  7.66 ng 382278  Chrysene-diz 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-1.2.3.4-Tetrazole-1.5-diamine... 240 C12H12N6 1000337-84-1 45
2 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 45
3 3.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-64-4 42
4 Naphthalene. 2.2"-(1.2-ethanediv... 282 C22H18 021969-45-9 42

5 2,5-Difluorobenzoic acid, 2,4-di... 352 C17H8CI2F202 1000331-56-9 38

Q .

Abundance Scan 2071 (14.268 min): BF120087.D (-2068) (-) m/z 141.00 100.00%
141
5000
3 g 115 167 239 352 14.00 14.20 14.40 14.60
Olrrrefhrrb e et s b b e 20 280 e m/Z 142.00  14.47%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #93564: 1H-1,2,3,4-Tetrazole-1,5-diamine, N(1)-(1-naphthal...
141
43
5000
115 14.00 14.20 14.40 14.60
m/z 154.05 6.34%
Wl o 6I3 .89 bl 169 191211 240
A B L e e A4l AAaanasantansy sopns oo S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
141
14.00 14.20 14.40 14.60
5000 m/z 239.10 6.28%
113
63 85 183 211 352
mwwwwwwrmmwﬁwﬁmrﬁwmﬁr
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185035: 3,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ...
141 14.00 14.20 14.40 14.60
m/z 43.05 5.38%
5000
113
43 63 g7 ‘ 183 211 352
T T A T e R B B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14. 40 14. 60

8270-BF040820.M Tue Apr 21 06:29:49 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 9 unknownl1l4.30 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .30 3.61 ng 180290 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Alanine. N-methvIl-N-(l-me... 242 C9H14N404 1000142-43-4 38
2 Naphthalene. 1-hexvl- 212 C16H20 002876-53-1 35
3 Naphthalene. 2.2"-(1l.2-ethanediv... 282 C22H18 021969-45-9 35
4 Piperidin-4-ol. 1.2.5-trimethvl-... 283 C19H25NO 329789-67-5 25
5 Bis(1-naphthylmethyl) trisulfide 378 C22H18S3 022946-54-9 17
Abundance Scan 2076 (14.298 min): BF120087.D (-2074) (-) m/z 141.00 100.00%
141
211
5000
242 281
43 g 120 168 | 14.00 14.20 14.40 14.60
S A b 102 l il 282 \ 32 Tm/z 211.10 55.77%
m/z--> 50 100 150 200 250 300 350
Abundance #96205: .beta.-Alanine, N-methyl-N-(1-methyl-4-nitro-1H-im...
141
165
82 123
5000 59 242
14.00 14.20 14.40 14.60
13 m/z 242.10 26.83%
0 196
'i.llu ||||I|"|I||'||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
141
14.00 14.20 14.40 14.60
5000 m/z 281.20 24.37%
212
115
22 41 63 94 169 189
m/z--> 50 100 150 200 250 300 350
Abundance #129539: Naphthalene, 2,2'-(1,2-ethanediyl)bis- e
141 14.00 14.20 14.40 14.60
m/z 212.10 22 .36%
5000
115 282
39 63 91 | | 165187 213 239 265 |
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF040820.M Tue Apr 21 06:29:49 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 10 unknownl14.33 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.33  3.34ng 166825  Chrysene-diz 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 42
2 Glvcine. N-(2.6-difluorobenzovl)... 271 C13H15F2NO3 1000314-44-0 36

3 Benzaldehvde. 4-(1-naphthalenvim... 262 C18H1402 1000338-23-3 36
4 Glvcine. N-(2.6-difluorobenzovl)... 341 C18H25F2N0O3 1000314-44-6 36
5 Naphthalene, 2-pyrrolidino- 197 C14H15N 013672-14-5 9
Abundance Scan 2081 (14.327 min): BF120087.D (-2079) (-) m/z 141.00 100.00%
141
5000
43 197 14.00 14.20 14.40 14.60
115 167 295 352
88 98 o atat | 217286 262 S %2 m/z 141.95 14.47%
miz--> 50 100 150 200 250 300 350
Abundance #185034: 2,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ...
141
5000
14.00 14.20 14.40 14.60
13 m/z 197.10 10.46%
63 85 | 183 211 352
—— S —— e
miz--> 50 100 150 200 250 300 350
Abundance
141
14.00 14.20 14.40 14.60
5000 m/z 43.10 8.58%
170
29 63 gg 13 198216 271
T T T e [ T
miz--> 50 100 150 200 250 300 350
Abundance #112599: Benzaldehyde, 4-(1-naphthalenylmethoxy)- B BEEEE EE e
141 14.00 14.20 14.40 14.60
m/z 41.00 8.06%
5000
115
39 65 8 | | 159178 202 231 262
e R O L e o e
miz--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF040820.M Tue Apr 21 06:29:49 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 11 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.36 9.16 ng 457067 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2087 (14.363 min): BF120087.D (-2084) (-) m/z 57.05 100.00%
57
5000 85
113 14.00 14.20 14.40 14.60
ol LAl 1T ne0 220268 L7, 43.05  63.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
5000 LA UM U R
85 14.00 14.20 14.40 14.60
29 m/z 71.05 51.34%
[LL L M8 141 160 196 240
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 39.00%
113
141 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #172308: Sulfurous acid, butyl tetradecy! ester L B s B o
57 14.00 14.20 14.40 14.60
m/z 55.00 29.85%
5000
85
H ‘ || 118 139 168 197 231 261
m/z--> 50 100 1&'30 200 250 300 350 400 ' 14.00 14.20 14.40 14.60

8270-BF040820.M Tue Apr 21 06:29:50 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 12 unknownl4.52 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.52 4.34 ng 216619 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1-propvl- 170 C13H14 002765-18-6 49
2 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 47
3 Benzamide. 2.3-difluoro-N-T4-(3.... 352 C16H8F4N20S 1000277-49-1 40
4 3.5-Difluoropropiophenone 170 C9H8F20 135306-45-5 38
5 2,3-Difluoropropiophenone 170 C9H8F20 1000342-82-9 38
Abundance Scan 2114 (14.521 min): BF120087.D (-2110) (-) m/z 141.00 100.00%
141
169
5000
Ceo 83 115 190207225242 262 283300 323 3?2 14.20 14.40 14.60 14.80
A e m/z 169.05 65.14%
m/z--> 50 100 150 200 250 300 350
Abundance #38362: Naphthalene, 1-propyl-
141
5000
14.20 14.40 14.60 14.80
115 1o m/z 170.05 18.89%
28 45 63 89 .
m/z--> " 50 100 150 200 250 300 350
Abundance
141
14.20 14.40 14.60 14.80
5000 m/z 142.00 13.90%
113
63 85 183 211 352
m/z--> 50 100 150 200 250 300 350
Abundance #184949: Benzamide, 2,3-difluoro-N-[4-(3,4-difluorophenyl)...
141 14.20 14.40 14.60 14.80
m/z 352.25 12._.75%
5000 113
45 es 170
D98 | 192211008 285305324 352
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF040820.M Tue Apr 21 06:29:51 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 13 1,5-Bis(naphthalen-1-yl)pen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.64 5.71 ng 344613 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Bis(naphthalen-1-v)pentane-... 352 C25H2002 1000210-52-9 72
2 2.6-Difluoro-3-methvlbenzoic aci... 350 C14H7CI3F202 1000357-29-9 59
3 1-Naphthoic acid. 2.4.5-trichlor... 350 C17H9CI302 1000355-69-5 59
4 Ethvl 1-(3-hvdroxvbutyvl)-2-oxocy... 270 C15H2604 110288-16-9 53
5 Fumaric acid, butyl 2-methylpent... 256 C14H2404 1000348-76-1 53
Abundance Scan 2134 (14.639 min): BF120087.D (-2131) (-) m/z 155.05 100.00%
185
5000 M
43 128 352 14.40 14.60 14.80 15.00
ot 88 105, A7 | M 181 206224242260 281 315 A "m/z 156.05 15.26%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185527: 1,5-Bis(naphthalen-1-yl)pentane-1,5-dione
185
127
5000 LR UL BRI B SRR
14.40 14.60 14.80 15.00
m/z 141.00 11.77%
180 352
55 77 101 | ; | 197 225 286 278296 317334 [
m/z--> 40 éo éo 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
155
14.40 14.60 14.80 15.00
5000 m/z 153.00 7.71%
57 77 101 127 19 352
WWWWTWTWWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #183814: 1-Naphthoic acid, 2,4,5-trichloropheny! ester B Bl E e B Et e e
185 14.40 14.60 14.80 15.00
m/z 352.30 6.93%
5000 17
51 77 101 | 196 350
m/z--> 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00

8270-BF040820.M Tue Apr 21 06:29:51 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.71 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.71 5.90 ng 355704 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene-2-carboxvlic acid. 5-f... 156 C6H403S 1000306-77-9 38
2 Ethanone. 2-I5-(2-furvl)-1.3.4-0... 336 C18H12N203S 296243-46-4 36
3 Mandelamide. N-(l-naphthvlethvl)- 305 C20H19N02 344875-77-0 12
4 1H-Indole-3-acetonitrile 156 C10H8N2 000771-51-7 10
5 Ethyl 1-(3-hydroxybutyl)-2-oxocy... 270 C15H2604 110288-16-9 10
Abundance Scan 2146 (14.710 min): BF120087.D (-2143) (-) m/z 155.10 100.00%
145
5000
43 128 352 14.40 14.60 14.80 15.00
o 09 108 18| | 178107 223 247265285302 " m/z 156.10 27.85%
m/z--> 50 100 150 200 250 300 350
Abundance #28617: Thiophene-2-carboxylic acid, 5-formyl-
155
5000 R LI B IR
111 14.40 14.60 14.80 15.00
83 m/z 141.10 13.53%
39
Pl 128
m/z--> 50 160 150 200 250 300 3%0
Abundance
155
14.40 14.60 14.80 15.00
5000 127 m/z 352.30 7.56%
39 o 779 173 197215 248 294 336
m/z--> 55 160 150 200 zéo 360 3%0
Abundance #148888: Mandelamide, N-(1-naphthylethyl)-
155 14.40 14.60 14.80 15.00
m/z 153.10 6.13%
5000
107
27 51 ﬂ \‘1ﬁ7\ 182199217 248 270287

m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. OO

8270-BF040820.M Tue Apr 21 06:29:52 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 15 Oxirane, tridecyl- Concentration Rank 17

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

14.80 2.99 ng 180165 Perylene-d12 15.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tridecvl- 226 C15H300 018633-25-5 89
2 Heptadecanal 254 C17H340 1000376-70-0 87
3 2-Heptadecenal 252 C17H320 1000143-48-6 83
4 Hexadecanal 240 C16H320 000629-80-1 74
5 Octadecanal 268 C18H360 000638-66-4 70
Abundance Scan 2161 (14.798 min): BF120087.D (-2158) (-) m/z 57.00 100.00%

7 82

5000

14.40 14.60 14.80 15.00 15.20

268 286 303318
m/z 43.10 90.27%

239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82972: Oxirane, tridecyl-

14.'40 14.|60 14.I8O 15.'00 15.'20
110 m/z 82.00 84 _.25Y%

168 194209226
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

Abundance
43
82
s o N B
14.40 14.60 14.80 15.00 15.20
5000 67 m/z 55.00 68.38%
109
28
124 152 180 208 236 954
mmﬁwmﬁwmmﬂwﬁwﬁrﬁrwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104153: 2-Heptadecenal T
43 14.40 14.60 14.80 15.00 15.20
83 m/z 83.10 68.30%
5000 6
8
‘ | 124 1e6 104 225 251

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

T T T T T
14.40 14.60 14.80 15.00 15.20

8270-BF040820.M Tue Apr 21 06:29:53 2
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 16 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.98 5.37 ng 324164 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2192 (14.980 min): BF120087.D (-2188) (-) m/z 57.00 100.00%
57
5000 P
113 141 14.60 14.80 15.00 15.20
_— ,I. J Jﬂ, L A83211 249277 316 351 | sz 43.00  56.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR AR UL UG R
14 60 14. 80 15. 00 15.20
m/z 71.05 46 .92%
29
] . J ] 11f1‘169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 37.41%
29 113 141 169 197 225 253 2905 323 367
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #223852: Hentriacontane A B AR
57 14.60 14.80 15.00 15.20
m/z 55.00 21.72%
5000 85
113 141
|7, 141 169 107 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(|)O ! 14 60 14. 80 15. 00 15. 20 '

8270-BF040820.M Tue Apr 21 06:29:53 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 17 16-Heptadecenal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.53 3.13 ng 188531 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 93
2 14-Heptadecenal 252 C17H320 1000144-58-0 90
3 Octadecanal 268 C18H360 000638-66-4 87
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 78
5 Pentadecanal- 226 C15H300 002765-11-9 74
Abundance Scan 2285 (15.527 min): BF120087.D (-2281) (-) m/z 57.00 100.00%

82

5000

355 15.20 15.40 15.60 15.80
m/z 82.00 76.02%

111 4339

171188 210 232252 281 315

m/z--> 50 100 150 200 250 300 350
Abundance #104155: 16-Heptadecenal
57 82
5000 LI LI L L L L L L |
15.20 15.40 15.60 15.80
110 m/z 43.00 74.65%
| 1257 207224 %%
L B e T L e e B o S N A e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57 82
R EREEEE RS SRR
15.20 15.40 15.60 15.80
5000 m/z 55.00 62.87%
10 147 221 252
196
—— T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #117606: Octadecanal R AEmEEEE L

15.20 15.40 15.60 15.80
m/z 96.00  45.93%

5000

109

H\ M1?7 166 194 222 2?0268

m/z--> 50 100 150 200 250 300 350 15. 20 15. 40 15. 60 15.80

8270-BF040820.M Tue Apr 21 06:29:54 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 18 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.75 4.09 ng 246458 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Octadecane 254 C18H38 000593-45-3 62
Abundance Scan 2323 (15.751 min): BF120087.D (-2319) (-) m/z 57.00 100.00%
57
5000 85
113 q41 15.40 15.60 15.80 16.00
Obrrrrer S b el i g MY 169 196 225 249266 205 327 | T u300 0 62.94%
m/z--> mmmmmmmmmmmmmmmm
Abundance #129490: Eicosane
57
85
5000 A DR B SN B
mmmmmmmm
m/z 71.05 46 .13%
Ml T 197 225 253 282
m/z--> i&mmmmmmmmmmmmmﬁ
Abundance
57
85 15.40 15.60 15.80 16.00
5000 m/z 85.10 41 .97%
29 141
113 169,65
ﬁvmﬂwmwrmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83023: Hexadecane B B e e
57 15.40 15.60 15.80 16.00
m/z 55.00 21.57%
5000 85
29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 19 Hentriacontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.81 ng 169740 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Hexacosane 366 C26H54 000630-01-3 80
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 80
4 Sulfurous acid. butyl undecvl ester 292 C15H3203S 1000309-17-8 80
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2403 (16.221 min): BF120087.D (-2399) (-) m/z 57.00 100.00%

5000

S

16.00 16.20 16.40 16.60
m/z 43.05 52.85%

113 141162 193218 253277299

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

341

?

16.I00 16!20 16.I4O 16.I60
m/z 71.10 47.20%

5000

113
141 169 197 225 253 280 309

351 379 407 436

m/z--> 50 100 150 200 250 300 350 400
Abundance
57
s e LA e S
16.00 16.20 16.40 16.60
5000 g5 m/z 85.00 37 .93%
113
29 141 169 197 225 253 295 366
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl- N B B S
43 16.00 16.20 16.40 16.60
m/z 55.00 20.58%
71
- w
99
AL | 127155 183 225 253

I T T I
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120087.D

Aca On : 20 Apr 2020 19:34

Operator : MA/SJ

Sample : L2314-08

Misc :

ALS Vial : 16 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 20 unknownl6.34 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.34 7.24 ng 436541 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid. 2-oxo-. methvl ester 186 C10H1803 056275-54-8 25
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 12
3 Heptane. 2-i1odo- 226 C7H151 018589-29-2 10
4 Benzaldehvde. 4-chloro-3-nitro-.... 299 C12H14CIN304 339318-56-8 10
5 2-Bromopropionic acid tert-butyl... 208 C7H13Br02 039149-80-9 9
Abundance Scan 2423 (16.339 min): BF120087.D (-2418) (-) m/z 57.00 100.00%
57
5000 ¢ﬂ
99 127
IUNNUMUNSEBUAR RS
198 371 440 4 rq 497 16.00 16.20 16.40 16.60
bk L1677 245 280 315340 1y 397 TU4687RT | Tm/z 127.10  27.41%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #49866: Nonanoic acid, 2-oxo-, methyl ester
57
5000 IUNNUMUNASUAR AR
127 16.00 16.20 16.40 16.60
m/z 99.05 26.97%
"%L'l'*ggl" '}??"'I LI DAL DRI AL WL B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 43.05 8.86%
29 99
128
miz--> 0 §o 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #83116: Heptane, 2-iodo- LI LI L B LR
57 16.00 16.20 16.40 16.60
m/z 371.30 8.19%
5000 99
29
J‘ 127155183 226 X A X
miz--> 0 §o 160 1%0 200 2%0 360 3%0 460 4%0 560 1&00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042020\
Data File : BF120087.D

Acq On = 20 Apr 2020 19:34

Operator : MA/SJ

Sample - L2314-08

Misc :

ALS Vial : 16 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 11.77 6.2 ng 411797 4 11.24 1318840 20.0
Octadecanoic acid 12.56 4.2 ng 210870 5 13.88 998197 20.0
unknownl13.62 13.62 2.4 ng 117559 5 13.88 998197 20.0
Ethanol, 2-(tetra... 13.74 12.1 ng 605683 5 13.88 998197 20.0
unknownl14 .05 14.05 6.0 ng 298853 5 13.88 998197 20.0
2,6-Difluorobenzo... 14.13 2.8 ng 141520 5 13.88 998197 20.0
unknownl14 .27 14.27 7.7 ng 382278 5 13.88 998197 20.0
unknown14 .30 14.30 3.6 ng 180290 5 13.88 998197 20.0
unknownl14 .33 14.33 3.3 ng 166825 5 13.88 998197 20.0
Heptadecane 14.36 9.2 ng 457067 5 13.88 998197 20.0
unknownl14 .52 14 .52 4.3 ng 216619 5 13.88 998197 20.0
1,5-Bis(naphthale... 14.64 5.7 ng 344613 6 15.30 1206500 20.0
unknownl14 .71 14.71 5.9 ng 355704 6 15.30 1206500 20.0
Oxirane, tridecyl- 14.80 3.0 ng 180165 6 15.30 1206500 20.0
Heneicosane 14.98 5.4 ng 324164 6 15.30 1206500 20.0
16-Heptadecenal 15.53 3.1 ng 188531 6 15.30 1206500 20.0
Eicosane 15.75 4.1 ng 246458 6 15.30 1206500 20.0
Hentriacontane 16.22 2.8 ng 169740 6 15.30 1206500 20.0
unknownl16.34 16.34 7.2 ng 436541 6 15.30 1206500 20.0
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