LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF051420.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 3.052 154 164 174 rBV 471803 1019789 1.03% 0.106%

2 3.340 205 213 222 rBV 741732 1540415 1.56% 0.160%

3 3.781 280 288 297 rBV2 2368099 4803558 4 .85% 0.498%

4 4.263 365 370 380 rBVY 1231691 1607628 1.62% 0.167%

5 5.175 516 525 531 rBV2 552432 1119625 1.13% 0.116%

6 5.234 531 535 549 rVV 606606 1772876 1.79% 0.184%

7 6.604 764 768 772 rBVY 1306464 1522116 1.54% 0.158%

8 6.775 772 797 798 rBV3 17986854 99010249 100.00% 10.266%

9 7.198 862 869 871 rBVY 3518989 4373245 4._.42% 0.453%
10 7.387 889 901 902 rBVY 1075886 2496825 2.52% 0.259%
11 8.163 1009 1033 1036 rvB2 11776027 62141033 62.76% 6.443%
12 8.416 1072 1076 1081 rBV 1084175 1564333 1.58% 0.162%
13 8.498 1084 1090 1099 rVB3 996040 2176298 2.20% 0.226%
14 8.981 1147 1172 1176 rBV 8290268 34417353 34.76% 3.569%
15 9.492 1253 1259 1268 rVB3 569915 1438530 1.45% 0.149%
16 9.592 1271 1276 1280 rBV 747231 1128513 1.14% 0.117%
17 9.657 1281 1287 1300 rVvB3 1331172 3728238 3.77% 0.387%
18 9.822 1304 1315 1317 rBVvV2 1236612 2764156 2.79% 0.287%
19 10.104 1328 1363 1364 rBV 12983314 94772303 95.72% 9.827%
20 10.622 1444 1451 1453 rVV 10337747 13915723 14.05% 1.443%
21 10.780 1462 1478 1498 rVB2 8957491 50733157 51.24% 5.261%
22 10.998 1498 1515 1521 rBV2 13492109 52402240 52.93% 5.434%
23 11.086 1521 1530 1536 rVB 4621763 8485027 8.57% 0.880%
24 11.310 1564 1568 1573 rBVY 2381245 2486733 2.51% 0.258%
25 11.463 1588 1594 1602 rBV2 905118 2038796 2.06% 0.211%
26 11.610 1615 1619 1622 rBVY 1425785 1874356 1.89% 0.194%
27 11.798 1631 1651 1653 rBV5 11956729 62846702 63.47% 6.517%
28 12.045 1691 1693 1699 rBV2 1069400 1553492 1.57% 0.161%
29 12.098 1699 1702 1706 rVB2 1507229 2056018 2.08% 0.213%
30 12.151 1707 1711 1716 rBV3 3013064 5883032 5.94% 0.610%
31 12.198 1716 1719 1724 rVV4 3253664 5361619 5.42% 0.556%
32 12.251 1724 1728 1730 rVV 7816657 9537538 9.63% 0.989%
33 12.310 1731 1738 1743 rVV4 5746301 15748280 15.91% 1.633%
34 12.363 1743 1747 1751 rVB3 3086700 4651602 4_.70% 0.482%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF051420.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.410 1751 1755 1757 rBV 3890561 4738853 4._.79% 0.491%

36 12.463 1757 1764 1769 rVVv4 11515676 30926808 31.24% 3.207%
37 12.539 1769 1777 1780 rVB3 9013820 17393101 17.57% 1.804%

38 12.639 1790 1794 1796 rVV2 6662446 7540695 7.62% 0.782%

39 12.692 1796 1803 1806 rVVv2 12077771 19302702 19.50% 2.002%
40 12.733 1806 1810 1814 rVB 4143224 5016422 5.07% 0.520%

41 12.786 1816 1819 1822 rVB 3840271 3216290 3.25% 0.333%

42 12.851 1827 1830 1833 rBV 1392678 1542430 1.56% 0.160%

43 12.880 1833 1835 1840 rVB 1368982 1432796 1.45% 0.149%

44 12.969 1845 1850 1857 rVB 3050794 4294482 4._.34% 0.445%

45 13.057 1858 1865 1867 rBV 13456371 22731692 22.96% 2.357%
46 13.080 1867 1869 1872 rVB 4755602 3214229 3.25% 0.333%

47 13.145 1874 1880 1885 rBV2 5830168 11429989 11.54% 1.185%

48 13.269 1887 1901 1905 rVV2 10733992 39297027 39.69% 4_.075%
49 13.316 1905 1909 1917 rVB 3700213 4924886 4._.97% 0.511%

50 13.416 1917 1926 1929 rBV 12957467 19060462 19.25% 1.976%
51 13.492 1935 1939 1941 rBV 3173445 2851400 2.88% 0.296%

52 13.639 1959 1964 1971 rVB 8316974 10249253 10.35% 1.063%

53 13.751 1976 1983 1985 rBV 12852289 17568972 17.74% 1.822%
54 13.774 1985 1987 1993 rVB 1422078 1430580 1.44% 0.148%

55 13.851 1996 2000 2002 rBV 1894921 2132246 2.15% 0.221%

56 13.939 2011 2015 2017 rBV 1331624 1770706 1.79% 0.184%

57 13.963 2017 2019 2024 rVB 1512823 1998050 2.02% 0.207%

58 14.051 2029 2034 2038 rBV2 4915312 11065647 11.18% 1.147%

59 14.186 2052 2057 2059 rBV 6101562 6504803 6.57% 0.674%

60 14.251 2064 2068 2072 rVB 7635710 8295262 8.38% 0.860%

61 14.304 2072 2077 2083 rBV 2846089 4377113 4.42% 0.454%

62 14.398 2090 2093 2097 rVB 1495343 1639759 1.66% 0.170%

63 14.445 2098 2101 2108 rVB4 698207 1208397 1.22% 0.125%

64 14.521 2111 2114 2122 rVB 3462398 4272826 4._.32% 0.443%

65 14.868 2165 2173 2183 rVB2 6577396 11525487 11.64% 1.195%

66 15.110 2210 2214 2215 rBV 1744972 2006065 2.03% 0.208%

67 15.568 2286 2292 2297 rBV3 797573 1865654 1.88% 0.193%

68 15.633 2299 2303 2309 rVB 1004301 1927554 1.95% 0.200%

69 15.874 2337 2344 2350 rBV 3385616 6853307 6.92% 0.711%

70 15.957 2350 2358 2363 rVB 7388385 13995875 14.14% 1.451%

71 16.251 2399 2408 2415 rBV2 832998 3332538 3.37% 0.346%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 16.515 2447 2453 2462 rBV 474809 1431522 1.45% 0.148%
73 16.980 2514 2532 2534 rBV3 5856391 19494091 19.69% 2.021%
74 17.533 2617 2626 2630 rBV2 2043490 5943880 6.00% 0.616%
75 17.633 2631 2643 2664 rVB 6111609 31740454 32.06% 3.291%

76 18.421 2759 2777 2798 rVB 6769935 29890936 30.19% 3.099%

Sum of corrected areas: 964406639
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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\BF051820\
BF120349.D

18 May 2020 18:39

MAZ/SJ

L2682-02

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

1e+07

5000000

TIC: BF120349.D

5323

0
Time-->

T I
3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance

2e+07

1.5e+07

1e+07

5000000

0

8.16

TIC: BF120349.D

10410
11.00

12.4612.69 1306

13.2%

Time-->

T
9.50 10.00 10.50 11.00 11.50 12.00

12.50 13.00

Abundance

2e+07

1.5e+07

1e+07

5000000

3.42

13.75

13.64

TIC: BF120349.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

6.77 1300.96 ng 99010200 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Isobutvl octan-2-vl carbonate 230 C13H2603 1000372-74-7 56
3 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 53
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50

Abundance Scan 796 (6.769 min): BF120349.D (-772) (-) m/z 57.05 100.00%
57
5000 a1 //ffﬁWLVB
R oh 5ho 8B 1h0 %0
150 - - - - -
) — ,..'-..,~|!...',..?1.5,.1??.,..':.,....,. m/z 41.05  37.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 AR RS -Lﬁu----u-
43 6.40 6.60 6.80 7.00 7.20
29 70 g3 m/z 43.05 33.14%
98
T '}?'ljh"l T ﬂ" |h' i }%% [rrr [T
m/z--> 20 40 60 100 120 140 160 180
Abundance
57
6.40 6.60 6.80 7.00 7.20
5000 m/z 55.05 31.54%
71
41 112
29 8 o, 129 //pf’W
15 145 173
L S UL NN NI UURLELALES UL SURLELELS SURL B
m/z--> 20 40 60 80 100 120 140 160 180 L~_
Abundance #74058: Heptyl isobutyl carbonate e AEEE T L
57 6.40 6.60 6.80 7.00 7.20
m/z 56.10 25.10%
5000
41
29 70
T ,.H‘..‘ﬁh. 'L‘Ik*”" F?' '?ﬁ T '%ﬁg"' N "'1?%' T T T 'LrTI""I'
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Dodecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.10 508.40 ng 94772300 Acenaphthene-d10 9.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Hexanoic acid 116 C6H1202 000142-62-1 43
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43

Abundance Scan 1362 (10.098 min): BF120349.D (-1328) (-) m/z 60.00 100.00%
60 78
85 . 29 A ..,....,.fﬁJ
L_M' 97 143 171 10 200 9.80 10.00 10.20 10.40
m/z 73.00 98.21%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 78
43
5000 NN SRR SR
a5 129 157 9.80 10.00 10.20 10.40
29 115 m/z 55.05 55.99%
101 143 171 200
15 183
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
'9.80 10.00 10.20 10.40
5000 43 m/z 41.05 51.82%
29 85 129 143
186
18 97 115 157 164
miz--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #39471: n-Decanoic acid =
60 .5 9.80 10.00 10.20 10.40
41 m/z 43.10 50.52%
29
5000
87
115
miz--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.78 119.58 ng 50733200 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 83
2 Glvcine. N-trifluoroacetvl-. und... 325 C15H26F3NO3 1000328-04-0 53
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 53
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 50
5 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 50
Abundance Scan 1478 (10.780 min): BF120349.D (-1462) (-) m/z 57.05 100.00%

57
5000

41 83
97 10140 10,60 10.80 11.00
111125140
01 157170183196 213 239 258 m/z  41.05 13.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethyloutyl)-
57

5000 T T
10.40 10.60 10.80 11.00

m/z 83.05 12_.37%

41 83
2 97111125140 157471 196 213 255 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 172
e L =s
126 10.40 10.60 10.80 11.00
5000 70 154 m/z 71.05 12.18%
84 97
29 111 199
A T P T PP [ e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95994: 1-Decanol, 2-hexyl- R A Bamaa
57 10.40 10.60 10.80 11.00
- /m//% 55.00  11.66%
5000 43
125
139 154168182196 210224
e e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Tetradecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.00 123.52 ng 52402200 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1515 (10.998 min): BF120349.D (-1498) (-) m/z 73.00 100.00%
7B
55
4
185
01115 | 143,55171 | 199 228 ) mmmmumnmnm
ol e m/z 60.00 96.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84454: Tetradecanoic acid
43 7B
5 t
5000 29 129 228 R R R BN
mmmmnmumum
m/z 55.05 64 .69%

15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 | 73

57 1060 10,80 11.00 11.20 11.40
5000 129 m/z 43.05 60.65%
29 g7 115 171
185 214
15 101 143157 199
wmrwmmwmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid e e

60 10. 60 10 80 11. OO 11. 20 11. 40

m/z 57.05 60.37%

5000 43
29 129143
101115 186
15 \‘ I ‘\ M\ T u ‘ 1717

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.80 148.14 ng 62846700 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
2 Undecanovl chloride 204 C11H21CIlO 017746-05-3 38
3 Tridecanoic acid 214 C13H2602 000638-53-9 30
4 n-Decanoic acid 172 C10H2002 000334-48-5 30
5 Tetradecanoic acid 228 C14H2802 000544-63-8 30
Abundance Scan 1651 (11.798 min): BF120349.D (-1631) (-) m/z 55.00 100.00%
73 98
5000 A_J»/¥—~ffj////w{AVAA$J\”A/
129 183
H 157 \ 23 e 11:40 11.60 11.80 12.00 12.20
ob—2 g L L .1.1?3.7,1. 28 3L "m/z 60.00 93.11%
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
73
5000 256 DA U SRR R B
129 11.40 11.60 11.80 12.00 12.20
97 157 213 m/z 98.05 90.93%
185
e o - R
m/z--> 50 100 150 200 250 300 350
Abundance
55 98
11,40 11.60 11.80 12.00 12.20
5000 m/z 57.05 88.41%
29
124 169
79 150 | 188
m/z--> 55 160 1%0 200 2%0 360 3éo
Abundance #72647: Tridecanoic acid BN BEEa RS
73 11.40 11.60 11.80 12.00 12.20
43 m/z 73.00 87.66%
5000 129
171
L e
IIIIlIiIIIIHIJiILIE\IuI If]'??l |‘|‘|||“||| —— — i
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.54 243.16 ng 17393100 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 1777 (12.539 min): BF120349.D (-1769) (-) m/z 73.00 100.00%

73
-
5000 41 129
97 185 241 o84 AR BRI
1 157 213 osg 37 nmnmnmnm

Obprrreflhes m/z 60.00 89.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 73
129

5000 T T
12 20 12. 40 12 60 12.80

m/z 57.05 64 .64%

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

Abundance
43 73
R R
12.20 12.40 12.60 12.80
5000 m/z 43.05 58.74%
27 129 242
97 199
113 154171 225
Wmmwmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39472: n-Decanoic acid R ABEaEREEEE
60 12.20 12.40 12.60 12.80
M m/z 55.00 53.04%
5000 129
87
N ‘ | 172
Al Jl...w..‘l‘. SN — bt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12 60 12. 80

8270-BF051420.M Tue May 19 06:49:15 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 1-Dodecanol, 2-hexyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.64 105.42 ng 7540700 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 81
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 72
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 64
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 64
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 62
Abundance Scan 1794 (12.639 min): BF120349.D (-1790) (-) m/z 57.05 100.00%

7

5000

12.40 12.60 12.80 13.00
m/z 71.05 58.09%

o 125139 161 183 01 219233 252 276 297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119526: 1-Dodecanol, 2-hexyl-

5000

12.40 12.60 12.80 13.00
m/z 55.00 49.80%

111

125
139154168182197 224238252 269

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

57

43 R R
12.40 12.60 12.80 13.00

5000 85 m/z 43.05 47.29%

29 111
125141155060 196 224 255 g,

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

Abundance #178452: Oxalic acid, isobutyl tetradecy! ester b RRREE R S
57 12.40 12.60 12.80 13.00
m/z 85.10 43.50%
50000 43
it 8 241
L b L7 s g 16 196 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12. 60 12. 80 13. OO

8270-BF051420.M Tue May 19 06:49:16 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Benzoic acid, tridecyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.06 317.80 ng 22731700 Chrysene-di12 13.77

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 86
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 83
4 Benzoic acid. eicosvl ester 402 C27H4602 1000340-23-3 80
5 Benzoic acid, octyl ester 234 C15H2202 000094-50-8 80
Abundance Scan 1866 (13.063 min): BF120349.D (-1858) (-) m/z 123.00 100.00%

123
105
5000
182 12.80 13.00 13.20 13.40
o‘ﬁ—Zﬂ I' “lll l b 24 "7 206 232250 283304 | sz 105.00  72.34%
m/z--> 150 200 250 300 350
Abundance #148235:Benzok:ackttndecylesmr
123
105
5000

12.80 13.00 13.20 13.40
m/z 77.00 30.57%

182
'"J”L‘l U N .- S
m/z--> 100 150 200 250 300 350
Abundance
123
12.80 13.00 13.20 13.40
5000 m/z 55.00 19.03%
105
55 77
29 154 178 210 238 360
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester B LR ame Ba e
123 12.80 13.00 13.20 13.40
m/z 83.05 14 .95%
5000 105
55 77
29 | | GLL Ll 154 178196 224 252 374
m/z--> 50 100 150 200 250 300 350 12. 80 13. 00 13. 20 13.40

8270-BF051420.M Tue May 19 06:49:16 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 wunknownl3.15 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.15 159.80 ng 11430000 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1R-acetamido-4-cis-... 213 C10H15NO4 077803-85-1 30
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 30
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 25
4 2-Tetradecene. (E)- 196 C14H28 035953-54-9 25
5 Dichloroacetic acid, 4-tetradecy... 324 C16H30CI1202 1000280-64-6 25
Abundance Scan 1881 (13.151 min): BF120349.D (-1874) (-) m/z 43.00 100.00%
48
5000 71 105
e s 15'50 1300 13,20 1340 "
195 : : : :
o Ly 10 ) 239 262280 312 346 m/z 55.00 71.53%
m/z--> 50 100 150 200 250 300 350
Abundance #71749: Cyclohexane, 1R-acetamido-4-cis-acetoxy-2,3-cis-epoxy
48
5000 NS SUNISA SRR B
12.80 13.00 13.20 13.40
g5 112 154 m/z 58.00 62.19%
...mu.lwl.@?,l....,2.13...,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 12:80 13.00 13.20 13.40
5000 m/z 71.00 44 .80%
29 111
139 168 196 227 258
m/z--> o '50" ' 160" "150" "260" "250" ' 560" ' Séo
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R e e R
7 g3 12.80 13.00 13.20 13.40
m/z 105.00 44 .61%
5000 111
| ’ | ||[140 18 196y 342
m/z--> 50 1(')0 150 2(')0 250 300 3&1;0 12.80 13.00 13.20 13.40

8270-BF051420.M Tue May 19 06:49:17 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 4-Hydrazono-5-hydroxyimino-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.27 549.39 ng 39297000 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdrazono-5-hvdroxvimino-4.5.6... 197 C6H7N503 303194-86-7 56
2 Cvclohexanepropanoic acid 156 C9H1602 000701-97-3 27
3 2-(4-CvanophenvI)-5-hvdroxvpvrim... 197 C11H7N30 150405-59-7 14
4 Oxazole. 5-(5-methvlthio-2-thien... 197 C8H7NOS2 1000269-39-0 14
5 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 11
Abundance Scan 1901 (13.269 min): BF120349.D (-1887) (-) m/z 55.05 100.00%
55
197
97
5000
3
. BS 100610 | o e s 1900 1320 140 1360
o Al bl L) 215235 264281 34« m/z 197.10  69.92%
m/z--> 50 100 150 200 250 300
Abundance #58946: 4-Hydrazono-5-hydroxyimino-4,5,6,7-tetrahydrobenzo...
65 197
5000 41 152 SRR SN BN B
13.00 13.20 13.40 13.60
o3 120 m/z 97.10 56.59%
J\ 169
'J'W e
m/z--> 50 100 150 200 250 300
Abundance
97
55 13.00 13.20 13.40 13.60
5000 m/z 95.05 38.55%
73
27 127 156
m/z--> 50 100 150 200 250 300 '
Abundance #58799: 2-(4-Cyanophenyl)-5-hydroxypyrimidine R R B AL
197 13.00 13.20 13.40 13.60
m/z 69.05 37.40%
5000 129
42 75 102 170
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60

8270-BF051420.M Tue May 19 06:49:18 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA F\METHODS\8270-BF051420._.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 Benzoic acid, tridecyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.42 266.47 ng 19060500 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 91
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 91
4 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 90
5 Benzoic acid, eicosyl ester 402 C27H4602 1000340-23-3 86
Abundance Scan 1927 (13.421 min): BF120349.D (-1917) (-) m/z 123.00 100.00%
123
105
5000
55 77
196 13.20 13.40 13.60 13.80
o314 | I.,,I., [y )l 149168 W0 232 264 300318 355 m/z 105.00 57.45%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123
105
5000
13.20 13.40 13.60 13.80
m/z 77.00 20.45%
I l| uh iLnl | 154 182 304
m/z--> 160 150 200 250 300 350
Abundance
123
105 13.20 13.40 13.60 13.80
5000 m/z 55.00 14 .66%
55 77
29 149168 196 318
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecy! ester o B o e S
123 13.20 13.40 13.60 13.80
m/z 83.10 12.30%
5000 105
55 77
2L A Al 1l ) 154178106 224 252 374
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80

8270-BF051420.M Tue May 19 06:49:18 2020

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 unknownl3.64 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.64 143.29 ng 10249300 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tricosvl trifluoroacetate
2 Docosvl pentafluoropropionate
3 Heneicosvl heptafluorobutvrate

436 C25H47F302
472 C25H45F502
508 C25H43F702

1000351-75-1 49
1000351-80-9 47
1000351-83-8 46

000400-57-7 43
006385-15-5 43

4 Heptafluorobutvric acid. n-octad... 466 C22H37F702
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

Abundance Scan 1964 (13.639 min): BF120349.D (-1959) (-) m/z 57.00 100.00%
57
5000
| 13.40 13.60 13.80 14.00
oLl Ay 2131 ., 280 3% m/z 75.00 49.98%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate
57
5000 LIS L L LB LB L L
13.40 13.60 13.80 14.00
HS m/z 55.00 43.90%
29
, 53}81210238264294322 367 418
.”,...., A B
mz--> 5 100 150 250 300 350 400 450
Abundance
57
- e
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 41.56%
125
29 153181 224250 280308 353 454
e = e
mz--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate S RS BAREE RE s s
57 13.40 13.60 13.80 14.00
m/z 43.10 39.96%
97
5000
20 125
il ‘ | | 16910625 266294 339 490
R i 4t = e
mz--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00

8270-BF051420.M Tue May 19 06:49:19 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 13 Methoxyacetic acid, 2-ethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.05 154.70 ng 11065600 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 2-ethvlhexvl... 202 C11H2203 1000282-41-4 64
2 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 58
3 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 50
4 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 43
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 38
Abundance Scan 2034 (14.051 min): BF120349.D (-2029) (-) m/z 57.00 100.00%
g7
5000 112
83 I
139 185 285 13.80 14.00 14.20 14.40
o3t A IR, D 222 24920770 310 339 367 | nzz 71,10 65.99%
m/z--> 50 100 150 200 250 300 350
Abundance #62461: Methoxyacetic acid, 2-ethylhexyl ester
g7
5000 LR SRS B SULILIL B
) 1380 14.00 14.20 14.40
n m/z 43.10 46.81%
29 83
]h ,| 157
m/z--> éo 100 150 200 250 300 350
Abundance
57
" 13.80 14.00 14.20 14.40
5000 m/z 70.05 44 59%
112
29 85
141 184
m/z--> 50 100 150 200 250 300 350
Abundance #83034: Decane, 5,6—dipropy|— LI L L L B L B
57 13.80 14.00 14.20 14.40
m/z 112.10 38.18%
5000 112
29 83
Ll e e e UMW W
m/z--> 50 100 150 200 250 300 350 1380 14.00 14.20 14.40

8270-BF051420.M Tue May 19 06:49:19 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 cis-Vaccenic acid Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.19 90.94 ng 6504800 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 cis-Vaccenic acid
2 trans-13-Octadecenoic acid

282 C18H3402
282 C18H3402

000506-17-2 80
000693-71-0 55

3 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 55
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 47
5 Nonane, 2,3-dimethyl- 156 Cl1l1H24 002884-06-2 45
Abundance Scan 2058 (14.192 min): BF120349.D (-2052) (-) m/z 57.00 100.00%
57
5000
483 112 265 LI e o o o e o
3.80 14.00 14.20 14.40 14.60
\ 137 165 193 222 1
I ,H,.‘,.., 165193 22243 | 204 387 365 304415 71 10 70. 360
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129339: cis-Vaccenic acid
5000 83 | BN L L L L LB L
13.80 14.00 14.20 14.40 14.60
29 111 m/z 55.00 48 _44%
137 165 264
o165 193 222
L B S e e e o B B I O N B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
55
R L B s e R
13.80 14.00 14.20 14.40 14.60
5000 m/z 43.00 27 .64%
83
29 111
137 165 193 222 264
T L e e o A S B S o o e e N B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #48872: Undecane, 2,5-dimethyl- L B e LI
57 13.80 14.00 14.20 14.40 14.60
m/z 69.00 26.96%
5000
29 112
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40 14.60

8270-BF051420.M Tue May 19 06:49:20 2020

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 15 Oxalic acid, 2-ethylhexyl t... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.25 115.97 ng 8295260 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 50
2 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 38
3 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 38
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 38
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 38
Abundance Scan 2068 (14.251 min): BF120349.D (-2064) (-) m/z 57.05 100.00%
57
5000 s 112
267 14.00 14.20 14.40 14.60
o3 l L .139158 185 213 241 | ?ﬁ?, 323 353 397 | sz 71.10 52.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211316: Oxalic acid, 2-ethylhexyl tetradecyl ester
57
5000 LR SULRUL B SR B
14.00 14.20 14.40 14.60
29 g3 112 m/z 43.10 44 _84%
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 71
' 14.00 14.20 14,40 14.60
5000 m/z 70.05 44 .63%
97
126
m/z--> 50 100 150 200 250 300 350 400
Abundance #191844: Sulfurous acid, butyl hexadecy! ester Bl B B E i
57 14.00 14.20 14.40 14.60
m/z 55.00 38.86%
5000
85
29
m/z--> 50 100 1éo 260 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF051420.M Tue May 19 06:49:20 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Oxiraneoctanoic acid, 3-oct... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.87 114.91 ng 11525500 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 58
2 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 41
3 Methoxvacetic acid. 2-ethvlhexvl... 202 C11H2203 1000282-41-4 38
4 l1sobutyl octan-2-vl carbonate 230 C13H2603 1000372-74-7 35
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 27
Abundance Scan 2173 (14.868 min): BF120349.D (-2165) (-) m/z 57.00 100.00%
57
i AWJ\meWJALVJJN\«~,
5000
97
R DA SUNLE B SR
129 14.60 14.80 15.00 15.20
157 265
- whali2f ) 222 700 208 327 3553681 415 | m/z 55.00 75.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
5000 R AR SUNLE SR SR
14.60 14.80 15.00 15.20
m/z 71.05 68.24%
m/z--> I
Abundance
57
' 14.60 14.80 15.00 15.20
5000 m/z 197.10 58.74Y%
112
29 85
141 184
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #62461: Methoxyacetic acid, 2-ethylhexyl ester T
57 14.60 14.80 15.00 15.20
m/z 70.10 39.51%
5000
112
29 j 83
1 ol dly 157
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1;0 4(')0 14.|60 14.|80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 1-Decanol, 2-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.96 139.54 ng 13995900 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 62
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 62
3 2-Hexvldecvl propionate 298 C19H3802 1072781-99-7 60
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 58
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 52
Abundance Scan 2359 (15.962 min): BF120349.D (-2350) (-) m/z 57.00 100.00%
g7
5000 ~_qukw,~/\/lA_va/“\\ﬂv
LN DU SN S
15.60 15.80 16.00 16.20
ol 284 323351 391419 462 n/z 71.05 55 69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95993: 1-Decanol, 2-hexyl-
57
5000 RN SR A SRR B
85 1560 15.80 16.00 16.20
29 111 m/z 43.05 50.34%
l ¥ l L ,139 168 196 224
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 55.00 42 .65%
111
29
139 167 196 224 252
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143142: 2-Hexyldecy! propionate R LA B S L o
57 15.60 15.80 16.00 16.20
m/z 56.00 37 .65%
5000
29 83 111
\‘ ‘\‘ j L J\ ‘l f\ 1167 196 224 269
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 1-Dodecanol, 2-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.98 194.35 ng 19494100 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 76
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 76
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 76

5 Oxalic acid,

isobutyl tetradecyl... 342 C20H3804

1000309-37-9 58

Abundance Scan 2532 (16.980 min): BF120349.D (-2514) (-) m/z 57.00 100.00%

5000

i

257 R e e e e
16.60 16.80 17.00 17.20
297323351 395419 490

o m/z 43.05 50.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
5000 83 TTTT TT T T[T T T T[T T T[T
16 60 16. 80 17. 00 17.20
- e m/z 71.10  48.82%
T {13 167 196 224 252 280

) |
m/z--> 50 100 150 200 250 300 350 400 450

Abundance
57
 Amampmeessees
16.60 16.80 17.00 17.20
5000 83 m/z 55.00 42_45%
29 111
139 168 196 224 252
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95993: 1-Decanol, 2-hexyl- AL S
57 16.60 16.80 17.00 17.20
m/z 56.00 37.74%
5000 85
29 111
Lidd L l 139 168196 224
e — e e e T AR EEREa TS e
m/z--> 50 100 150 200 250 300 350 400 450 16 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 8-Octadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.63 316.45 ng 31740500 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Octadecenal 266 C18H340 056554-94-0 53
2 n-Tetracosanol-1 354 C24H500 000506-51-4 50
3 Fumaric acid 2-heptvl nonvl ester 340 C20H3604 1000347-86-8 43
4 Trichloroacetic acid. undecvl ester 316 C13H23CI1302 074339-49-4 42
5 1-Heptadecene 238 C17H34 006765-39-5 38
Abundance Scan 2643 (17.633 min): BF120349.D (-2631) (-) m/z 57.05 100.00%
57
U DN B BN S
85113140 17.40 17.60 17.80 18.00
169196
O b ALl ST 281 285319 357387417 539 Tz .10 11.70%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115856: 8-Octadecenal
57
5000{ 29 LR UL B B BU
ﬂ%ﬂmﬂmmm
m/z 85.10 10.03%
177 221252

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

¥

57 97

17.40 17.60 17.80 18.00
5000 m/z 83.10 9.91%

125

29
153181210238266 308336

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

%

Abundance #176807: Fumaric acid 2-heptyl nonyl ester T
57 225 17.40 17.60 17.80 18.00
m/z 140.10 8.38%
98
5000
29 25 197
| T ! : ﬁﬁi\ L 255,297 | | | I |
L T TrTrT L TTTT TT T T TT T T TT T T TTTT TT T T TT T T _'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120349.D

Aca On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 1-Decanol, 2-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.42 298.01 ng 29890900 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 86
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 76
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 72
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 68
Abundance Scan 2777 (18.421 min): BF120349.D (-2759) (-) m/z 57.00 100.00%
57
5000 \\~/A\\_/~///\\\_\,ﬁ_,___,
R SUNRN B SRR I
18.20 18.40 18.60 18.80
ol 93 325351379 419447 518 n/z 71.10 50 . 13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95992: 1-Decanol, 2-hexyl-
57
5000 RS SUNILN B UGN I
20 | 185114 18.20 18.40 18.60 18.80
m/z 43.05 47 _.76%
IR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
' 18:20 18.40 18,60 18.80
5000 83 m/z 55.00 40.50%
111
29
139 167 196224 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #119526: 1-Dodecanol, 2-hexyl- T T
57 18.20 18.40 18.60 18.80
m/z 97.05 38.68%
5000 85
111
29
Lih (139167 196224 252
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18,60 18.80

8270-BF051420.M Tue May 19 06:49:23 2020 Page: 24



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051820\
Data File : BF120349.D

Acq On : 18 May 2020 18:39

Operator : MA/SJ

Sample : L2682-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051420_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]
1-Hexanol, 2-ethyl- 6.77 1301.0 ng 99010200 6.60 1522120 20.0
Dodecanoic acid 10.10 508.4 ng 94772300 9.65 3728240 20.0
1-Octanol, 5,7,7-... 10.78 119.6 ng 50733200 11.16 8485030 20.0
Tetradecanoic acid 11.00 123.5 ng 52402200 11.16 8485030 20.0
n-Hexadecanoic acid 11.80 148.1 ng 62846700 11.16 8485030 20.0

1

3

4

4

4
Octadecanoic acid 12.54 243.2 ng 17393100 5 13.77 1430580 20.0
1-Dodecanol, 2-he... 12.64 105.4 ng 7540700 5 13.77 1430580 20.0
Benzoic acid, tri... 13.06 317.8 ng 22731700 5 13.77 1430580 20.0
unknown13.15 13.15 159.8 ng 11430000 5 13.77 1430580 20.0
4-Hydrazono-5-hyd... 13.27 549.4 ng 39297000 5 13.77 1430580 20.0
Benzoic acid, tri... 13.42 266.5 ng 19060500 5 13.77 1430580 20.0
unknownl13.64 13.64 143.3 ng 10249300 5 13.77 1430580 20.0
Methoxyacetic aci... 14.05 154.7 ng 11065600 5 13.77 1430580 20.0
cis-Vaccenic acid 14.19 90.9 ng 6504800 5 13.77 1430580 20.0
Oxalic acid, 2-et... 14.25 116.0 ng 8295260 5 13.77 1430580 20.0
Oxiraneoctanoic a... 14.87 114.9 ng 11525500 6 15.15 2006070 20.0
1-Decanol, 2-hexyl- 15.96 139.5 ng 13995900 6 15.15 2006070 20.0
1-Dodecanol, 2-oc... 16.98 194.3 ng 19494100 6 15.15 2006070 20.0
8-Octadecenal 17.63 316.4 ng 31740500 6 15.15 2006070 20.0

6

1-Decanol, 2-octyl- 18.42 298.0 ng 29890900 15.15 2006070 20.0
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