LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48 Instrument :
Operator : JU/CG BNA_F

Sample : M3636-01 5X ClientSampleld :
Misc : SA-01-090121

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125333.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 6 11 18 rVB 205498 259500 14.31% 1.287%
2 5.516 579 583 596 rBV 725485 681322 37.58% 3.378%
3 6.528 751 755 763 rBV 760847 694046 38.28%  3.441%
4 6.904 816 819 823 rBV 1177287 963766 53.16% 4.778%
5 7.463 911 914 925 rBV 431695 438932 24.21% 2.176%
6 8.128 1020 1027 1034 rBV5 8938 30687 1.69% 0.152%
7 8.192 1034 1038 1045 rBV 1447148 1267646 69.92% 6.285%
8 9.263 1216 1220 1231 rBV 1010185 847572 46.75%  4.202%
9 9.945 1333 1336 1348 rVB 1656594 1470225 81.10% 7.289%
10 10.369 1400 1408 1410 rBV 24385 23529 1.30% 0.117%
11 10.733 1467 1470 1481 rVB 547313 492593 27.17%  2.442%
12 10.839 1486 1488 1494 rBV2 35540 45301 2.50% 0.225%
13 11.292 1560 1565 1567 rBV2 46515 47176 2.60% 0.234%
14 11.316 1567 1569 1576 rVB3 23665 34881 1.92% 0.173%
15 11.433 1586 1589 1592 rBV 1489316 1384205 76.35% 6.863%
16 11.457 1592 1593 1597 rW 227533 161349 8.90% 0.800%
17 11.510 1599 1602 1605 rVB 60611 53562 2.95% 0.266%
18 11.716 1634 1637 1639 rBV 45163 38040 2.10% ©0.189%
19 11.745 1639 1642 1644 rVB2 37432 31664 1.75% 0.157%
20 11.822 1651 1655 1658 rBV 1354935 1154452 63.68% 5.724%
21 11.951 1671 1677 1685 rBV2 90406 164720 9.09% 0.817%
22 12.051 1690 1694 1696 rBV 49904 51226 2.83% 0.254%
23 12.122 1703 1706 1709 rBV 41583 42880 2.37% 0.213%
24 12.227 1721 1724 1727 rBV2 34476 42040 2.32% ©0.208%
25 12.504 1768 1771 1773 rBV 1259891 1167679 64.41% 5.789%

26 12.527 1773 1775 1778 rVV 2182575 1812943 100.00%
27 12.574 1781 1783 1786 rVB 45330 37407  2.06%
28 12.610 1786 1789 1792 rBV 681432 537610 29.65%

O NNO
o))
o))
U1
R

29 12.651 1792 1796 1801 rBV 538159 492760 27.18% 443%
30 12.739 1809 1811 1815 rBV5 20378 21354 1.18% 106%
31 12.880 1832 1835 1841 rVB 474584 422692 23.32%  2.096%
32 12.927 1841 1843 1848 rVB2 27142 33230 1.83% 0.165%
33 13.016 1852 1858 1862 rBV 766045 676568 37.32%  3.354%
34 13.098 1867 1872 1876 rBv4 40765 75993  4.19% 0.377%
35 13.180 1882 1886 1888 rBv4 47015 68414 3.77% 0.339%
36 13.204 1888 1890 1894 rVV 61741 70276  3.88% 0.348%

8270-BF081821.M Fri Sep ©3 12:37:16 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48

Operator : JU/CG

Sample : M3636-01 5X

Misc . SA-01-090121

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.245 1894 1897 1898 rW 31845 36682 2.02% ©0.182%
38 13.274 1898 1902 1905 rVwv3 54789 96353 5.31% 0.478%
39 13.310 1905 1908 1910 rVvv2 57115 72496  4.00%  0.359%
40 13.339 1910 1913 1916 rVB 62227 58664 3.24% 0.291%
41 13.404 1922 1924 1927 rBV 24059 23432 1.29% ©.116%
42 13.445 1927 1931 1936 rVB2 163889 179317 9.89% ©0.889%
43 13.586 1952 1955 1958 rBv4 24985 29686 1.64% 0.147%
44 13.716 1974 1977 1981 rBV 72274 69310 3.82% ©.344%
45 13.769 1982 1986 1990 rVB7 42215 59723 3.29% ©.296%
46 13.827 1992 1996 1999 rBV2 54937 75770  4.18% 0.376%
47 13.857 1999 2001 2003 rVV 35151 33337 1.84% ©.165%
48 13.880 2003 2005 2009 rvv2 33885 44475 2.45% ©0.221%
49 13.921 2009 2012 2016 rVB 50985 53863 2.97% 0.267%
50 14.080 2034 2039 2041 rBV2 1197644 1289270 71.11% 6.392%
51 14.104 2041 2043 2050 rVB 258555 245555 13.54% 1.217%
52 14.186 2055 2057 2059 rVB 33459 25052 1.38% 0.124%
53 14.463 2102 2104 2107 rVB 57396 49401 2.72%  0.245%
54 15.133 2214 2218 2222 rBV 232660 391521 21.60% 1.941%
55 15.245 2235 2237 2242 rBV 41161 40772 2.25% ©0.202%
56 15.451 2269 2272 2277 rVB 137154 161066 8.88% 0.799%
57 15.510 2279 2282 2288 rVV 171104 225591 12.44% 1.118%

58 15.580 2289 2294 2309 rVB 768185 1070244 59.03% 5.306%

Sum of corrected areas: 20169820
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3636-01 5X

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90221\
BF125333.D

2 Sep 2021 21:48

JU/CG

SA-01-090121

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF125333.D\data.ms
2000000
1500000
6.904
1000000
5516 6.528
500000 7.463
152
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF125333.D\data.ms
12.527
2000000
9.945
1500000 8.192 11.433 o2
’ 12.504
1000000 9.263
12.
10.733
500000
11,457
3 ﬁg L 10.369 0.839 J;];ﬁg)# 517 PR8aR207 12
0 R e T — T e e I I E e e e A S e e e e S T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF125333.D\data.ms
2000000
1500000
14.080
1000000
500000
O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48

Operator : JU/CG

Sample : M3636-01 5X

Misc . SA-01-090121

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.152 5.39 ng 259500 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
Abundance  Scan 11 (2.152 min): BF125333.D\data.ms (-6) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0
87.1 \\\‘\H\‘\\H‘H\\‘\H\‘\\
‘ 2.202.302.402.502.60
Ot et el mzz 42095 42.e8%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN R R
43.0 2.202.302.402.502.60
~ 55.0 87.0 m/z 54.95 33.65%
w0 |
O\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
PR AR T
41.0 87.0 2.202.302.402.502.60
Y B5.0 5
5000 m/z 87.10 25.55%
29.0
150 ‘W\ ‘ ‘\ w
ot e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2247: Silane, tetramethyl- R R RARE L
73.0 2.202.302.402.502.60
m/z 41.00 14.78%
5000
45.0
o 290 || 590 | 880
A ma s o AR P R4 A
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60

8270-BF081821.M Fri Sep 03 12:37:18 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48

Operator : JU/CG

Sample : M3636-01 5X

Misc . SA-01-090121

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.822 16.68 ng 1154450  Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 94
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1655 (11.822 min): BF125333.D\data.ms (-1651) (1 m/z 74.00 100.00%
74.0
5000
43.0
143.1 T~ I
o‘_H‘_H‘_mumh$_H‘_L‘_H‘_m‘wu‘yu‘_u‘yu‘_u“ m/z 87.00  71.40%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 r ——
43.0 11.50 12.00
143.0 m/z 43.00 34.34%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

-

74.0
—
11.50 12.00
5000/ 43.0 m/z 55.00  29.28%
. Ll om0 190 sas0 zaro aro
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126208: Methyl tetradecanoate = T
74.0 11.50 12.00
m/z 41.05 24.15%
5000
43.0

143.0 199.0

owHH_Hww_HwHH_m‘HH_Hww_m‘wwww —
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48

Operator : JU/CG

Sample : M3636-01 5X

Misc . SA-01-090121

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.951 2.38 ng 164720  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Tetradecane 198 C14H30 000629-59-4 25
5 Oxalic acid, allyl undecyl ester 284 C16H2804 1000309-23-9 18

Abundance Scan 1677 (11.951 min): BF125333.D\data.ms (-1671) (- m/z 43.05 100.00%

43.0 |73.0
5000
129.1
171.1 2131 1
101.1 256.1 12.00
01 m/z 73.00 96.50%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0
12.00
199.0 m/z 60.00 95.86%
s e
Oj\-ﬁl‘()\‘}\\‘i}‘\\”\”\HM\‘H\w\‘\““H}“M\H\‘H‘HH“H‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
AN
43.0 12.00
5000 ITI/Z 57.05 88.95%
129.0
1710 2140
101.0 ‘ ‘
0lSOﬂ
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid T
60.0 12.00
m/z 55.00 78.61%
5000 129.0
97.0 157.01g5 02130  256.0
oWW‘M!H“1‘”M;wh“‘m‘w‘:‘um‘HH‘HH_‘mw“_wm!_ N
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48

Operator : JU/CG

Sample : M3636-01 5X

Misc . SA-01-090121

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.504 16.87 ng 1167680 Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 97
ethyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 95
1,14-0Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 94
ethyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 94

uih wNnR
=L X000

Abundance Scan 1771 (12 504 min): BF125333.D\data.ms (-1768) (1 m/z 67.00 100.00%
67.

5000 n/L
09.1 I ‘
150.1 12.50
ob— “\“‘H‘ HH ‘u\‘”‘ Hh Hh Hh H\ L ‘1870 2‘29‘2‘ 26‘3‘1‘294‘1 m/z 81.05 80.30%
miz--> 50 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 — :
12.50
09.0 m/z 55.00 77.41%
oL— ‘}M“H‘\ H“M‘h‘ H“\ ‘Hh : Hu‘ H ‘u‘ 1 ‘26‘?‘0 ‘29“4‘(:
miz--> 50 150 200 250
Abundance  #191899: 8,11—Octadecad|enoic acid, methyl ester
67.0
T \
12.50
5000 m/z 41.00 54.17%
09.0
29.0 294.C
150.0 263.0
ol M‘\”L‘H\‘LWHH i \\h Alg20 2209 | |
miz--> 50 100 150 200 250
Abundance #191901 Methyl 10-trans,12-cis-octadecadienoate Pk ‘
67. 12.50
m/z 95.05 53.81%
5000
09.0 294.C
263.0
ob \“MMH\‘\H Mh I, Hu‘ Hh ‘m 6702200 77 I\
miz--> 50 150 200 250 12.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90221\
BF125333.D

2 Sep 2021 21:48

JU/CG

: M3636-01 5X

: 17  Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number

5 13-Octadecenoic acid, methy...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD
12.527 26.19ng 1812946  Phenanthrene-dle  11.433
Hit# of 5 Tentative ID MW MolForm
"1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3

2 12-Octad
3 11-Octad

ecenoic acid, methyl ester 296 C19H3602
ecenoic acid, methyl est... 296 C19H3602

4 9-Octadecenoic acid, methyl ester 296 C19H3602

5 14-Octad

ecenoic acid, methyl ester 296 C19H3602

Abundance Scan 1775 (12.527 min): BF125333.D\data.ms (-1773) (-]
.0

5000

0,
m/z-->
Abundance

m/z-->
Abundance

m/z-->
Abundance

5000

m/z-->

2222 264.1
37.1 180.2 296.3

100 150 200 250 300
#194420 13-Octadecenoic acid, methyl ester

55.0
5000
87.0
264.0
‘ H “ 23.0 180.0 222.0 h 2960
0! L i, M ‘d‘m“‘ HW N o ;‘L‘ : Loy

150 200 250 300
#194418 12 Octadecenoic acid, methyl ester

55.0
5000
264.0
1230 180.0 zzf-o 2960
o! l HM‘\H\‘H ‘\h ol ‘\\ it ‘\‘

100 150 200 250 300
#194453: 11-Octadecenoic acid, methyl ester, (2)-

264.0

50 100 150 200 250 300

8270-BF0O81821.M Fri Sep 03 12:37:22 2021

056554-47-3 99
056554-46-2 99
001937-63-9 99
002462-84-2 99
056554-48-4 99

m/z 55.00 100.00%
th |
12.50

m/z 41.00 55.81%
‘ AL&“ \
12.50

m/z 69.10 52.31%
12.50

m/z 74.00 48.65%
j M I
12.50

m/z 43.00 43.95%

N M

12.50

SA-01-090121
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48

Operator : JU/CG

Sample : M3636-01 5X

Misc . SA-01-090121

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl13.445 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.445 2.78 ng 179317 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 10-undecenyl ester 254 C16H3002 1000159-93-4 27
2 2-Propen-1-one, 1-cyclohexyl- 138 C9H140 002177-34-6 14
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 12
4 Fumaric acid, di(2-methylallyl) ... 224 C12H1604 1000330-55-8 10
5 Bicyclo[2.2.2]octane-2,6-dione 138 C8H1002 038231-60-6 10
Abundance Scan 1931 (13.445 min): BF125333.D\data.ms (-1927) (- m/z 55.00 100.00%
55.0
5000 -J\/\/\J;W
%1 137.0167.1 .
I 2112440 286 oo
o b il © m/z 43.00  34.92%
miz-> 50 100 150 200 250
Abundance #140869: Pentanoic acid, 10-undecenyl ester
53.0
5000 1
‘ m/z 69.05 31.42%
0 \2\4‘LLJ L“““\h M\”“‘ ‘U e :\LS“‘Z\O:\LS\Z\O‘ LB B B e
miz--> 50 100 150 200 250
Abundance #20206: 2-Propen-1-one, 1-cyclohexyl-
55.0
——
13.50
5000 m/z 41.00 30.71%
‘ 96.0 138.0
oL ‘*““r‘”““‘!‘ ‘\;h\‘HH‘ [ ‘ S ——
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid T
55.0 13.50
m/z 95.10 29.17%
5000 97.0
37.0 264.0
otsol I 1800 222.0 —
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48

Operator : JU/CG

Sample : M3636-01 5X

Misc . SA-01-090121

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.451 3.01 ng 161066 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2272 (15.451 min): BF125333.D\data.ms (-2269) (-  m/z 252.10 100.00%
25p.1

ay

5000
==
125.0 ‘ 15.50
b 20 e 2000, 3221 385 n7 25e.10  27.54%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 19.79%
125.0
0890 830 , | 2000, |
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #138565: BenzolKk]fluoranthene
252.0
—
15.50
5000 m/z 125.00 10.24%

69.0 | \“ \“

miz--> 50 100 150 200 250 300 350

Abundance #138568: Benzol[b]fluoranthene —
252.0 15.50

m/z 126.00 9.86%

o
=
N
o
o

5000

126.0

-

sa0 | 20|
ob e b S e .

m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90221\
Data File : BF125333.D

Acqg On : 2 Sep 2021 21:48
Operator : JU/CG

Sample : M3636-01 5X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.152 5.4 ng 259500 1 6.904 963766 20.0
Hexadecanoic ac... 11.822 16.7 ng 1154450 4 11.433 1384210 20.0
Pentadecanoic acid 11.951 2.4 ng 164720 4 11.433 1384210 20.0
9,12-Octadecadi... 12.504 16.9 ng 1167680 4 11.433 1384210 20.0
13-Octadecenoic... 12.527 26.2 ng 1812940 4 11.433 1384210 20.0
unknown13.445 13.445 2.8 ng 179317 5 14.080 1289270 20.0
Benzo[e]pyrene 15.451 3.0 ng 161066 6 15.580 1070240 20.0
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