LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acqg On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123178.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 6 14 rVB 205105 265612 8.93% 0.866%
2 3.598 250 257 262 rVB 23823 40434 1.36% 0.132%
3 3.734 274 280 288 rVB 19931 34338 1.15% 0.112%
4 5.492 575 579 582 rBV 2015106 1718387 57.76% 5.602%
5 6.498 746 750 758 rBV 1787172 1804845 60.66% 5.884%
6 6.716 783 787 790 rBvV2 28745 34411 1.16% 0.112%
7 6.881 812 815 822 rVB 1275595 1022232 34.36% 3.332%
8 7.439 906 910 913 rBV 1385655 1115667 37.50% 3.637%
9 7.481 915 917 921 rVB 67686 51242 1.72% 0.167%
10 8.163 1027 1033 1036 rBV 1418681 1386500 46.60% 4.520%
11  8.228 1040 1044 1047 rVB3 31358 35956 1.21% 0.117%
12 8.463 1078 1084 1090 rBV6 22605 35252 1.18% 0.115%
13 8.757 1131 1134 1138 rBV 90297 69573 2.34% 0.227%
14 8.880 1152 1155 1158 rVB 42354 34406 1.16% 0.112%
15 8.980 1168 1172 1176 rBV2 40265 43112 1.45% 0.141%
16 9.239 1212 1216 1220 rBV 2463205 2183646 73.39% 7.119%
17 9.322 1226 1230 1233 rBV 95655 91252 3.07% 0.297%
18 9.357 1233 1236 1241 rVV 135710 140953 4.74% 0.460%
19 9.580 1271 1274 1276 rBV 38751 34245 1.15% 0.112%
20 9.633 1281 1283 1287 rw 139204 125287 4.21% 0.408%
21 9.786 1305 1309 1314 rBV 44270 44066 1.48% 0.144%
22 9.857 1314 1321 1324 rBV 78643 76230 2.56% 0.249%
23 9.927 1329 1333 1336 rVV 1779989 1558675 52.39% 5.081%
24 9.957 1336 1338 1342 rVB 69574 53139 1.79% 0.173%
25 10.127 1363 1367 1372 rVB2 34142 35607 1.20% 0.116%
26 10.357 1403 1406 1408 rVB 76260 61803 2.08% 0.201%
27 10.474 1422 1426 1431 rVB 73332 77275 2.60%  0.252%
28 10.580 1438 1444 1447 rVB4 25735 39730 1.34% 0.130%
29 10.710 1461 1466 1474 rBV 997542 899696 30.24% 2.933%
30 10.827 1483 1486 1491 rBV2 69629 91674 3.08% 0.299%
31 11.280 1560 1563 1565 rBV 61786 48385 1.63% ©0.158%
32 11.310 1565 1568 1573 rVB 59377 63474 2.13% 0.207%
33 11.416 1582 1586 1588 rBV 1773865 1471778 49.47% 4.798%
34 11.439 1588 1590 1593 rVW 451690 333488 11.21% 1.087%
35 11.492 1596 1599 1602 rVB 101635 97733  3.28% 0.319%
36 11.710 1633 1636 1638 rBV 66754 55615 1.87% 0.181%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acqg On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.810 1649 1653 1656 rBV 1137039 892140 29.99%  2.908%
38 11.916 1668 1671 1672 rBV 87433 72811 2.45%  ©.237%
39 11.945 1672 1676 1683 rVV 913340 1129210 37.95% 3.681%
40 12.033 1687 1691 1693 rVVv2 144761 195485 6.57% 0.637%
41 12.080 1697 1699 1703 rVV 60620 54584 1.83% 0.178%
42 12.116 1703 1705 1710 rVB 53762 51494 1.73% 0.168%
43 12.216 1719 1722 1724 rBV 43529 34793 1.17% 0.113%
44 12.468 1762 1765 1767 rBV 70200 75697 2.54%  ©.247%
45 12.498 1767 1770 1772 rVV 3317936 2975239 100.00%  9.699%
46 12.521 1772 1774 1784 rVB 2461854 2131889 71.65% 6.950%
47 12.604 1785 1788 1790 rBV 408106 318062 10.69% 1.037%
48 12.633 1790 1793 1796 rVV 377428 310386 10.43% 1.012%
49 12.739 1806 1811 1818 rBV 1306704 1761703 59.21% 5.743%
50 12.863 1826 1832 1834 rBV 370735 364412 12.25% 1.188%
51 13.004 1852 1856 1860 rBV 2237212 1874365 63.00% 6.110%
52 13.168 1881 1884 1885 rBV2 39349 38788 1.30% 0.126%
53 13.192 1885 1888 1892 rVB 87666 83961 2.82% 0.274%
54 13.239 1893 1896 1897 rBV 46171 42952 1.44% ©.140%
55 13.257 1897 1899 1901 rVB 80005 64694  2.17% 0.211%
56 13.292 1903 1905 1908 rBV2 60247 56738 1.91% 0.185%
57 13.386 1919 1921 1924 rBV 34550 34200 1.15% ©0.111%
58 13.421 1924 1927 1929 rBV 41150 35768 1.20% ©.117%
59 14.062 2032 2036 2039 rBV 1306398 1308958 44.00% 4.267%
60 14.086 2039 2040 2049 rVB 147936 130369 4.38% 0.425%
61 15.115 2211 2215 2218 rBvV2 133570 234652 7.89% ©.765%

62 15.551 2284 2289 2293 rBV 899322 1125652 37.83% 3.670%

Sum of corrected areas: 30674720
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Feb 2021 19:28
: M1346-01 2X

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
BF123178.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF123178.D\data.ms
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TIC: BF123178.D\data.ms
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0
Time-->
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o
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TIC: BF123178.D\data.ms

—
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14.062
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acq On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
2.122 5.20 ng 265612 1,4-Dichlorobenzene-d4 6.881

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance Scan 6 (2.122 min): BF123178.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
87'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
%g L 2.202.302.40 2.50
Orprrerr 22 L m/z 43.65  37.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T T[T T TTITr1
55.0 2.202.302.40 2.50
87.0 m/z 87.05 24.76%
OH’\Hm“}H\‘\H\‘\\H‘\H\H\1\\‘HH‘HH‘\.\H‘\H\‘\\H‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R R AR
2.202.302.402.50
5000 41.0 550 m/z 55.05 23.68%
27.0
0 I ‘ ‘ 112.0 129.0
H,H‘W‘H‘_‘H‘H‘W‘H‘ R A Ra e AR RRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- PR A e T
73.0 2.202.302.402.50
m/z 41.00 12.49%
5000
45.0
29.0
ol 890 | 101.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acq On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.810 12.12 ng 892140  Phenanthrene-die 11.416
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 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81

Abundance Scan 1653 (11.810 min): BF123178.D\data.ms (-1649) (1  m/z 74.00 100.00%
74.0

5000
43.0
— e
1431 221.2 11.50 12.00
|l geae, | 1851 27041 303,
Ohv b bl bl e TS m/z 87.800 73.07%
miz--> 50 100 150 200 250 300
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 T U
43.0 11.50 12.00
143.0 m/z 43.05  32.55%
‘ M “ 111.0 ‘ 185.0 227.0 2700
Ot \H“\W“\“H\ “ i ‘\ T “\ — " T \‘\ 2 T F—— T
miz--> 50 100 150 200 250 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
= —
11.50 12.00
5000/ 43.0 m/z 55.00  26.29%
| L M \“ ;11.014‘3'0 185.0 227.0 270.0
okl e L
miz--> 50 100 150 200 250 300
Abundance #84485: Tridecanoic acid, methyl ester T3 —
74.0 11.50 12.00
m/z 41.05 23.58%
5000 43.0
L 1430 1850 g0
ol Al by LT 2280 = Lo
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acq On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.945 15.34 ng 1129210 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25

Abundance Scan 1676 (11.945 min): BF123178.D\data.ms (-1672) (1 m/z 73.00 100.00%
43.1 73.0

5000
129.1

%

213.2
H ‘ 157.1185.1 256.1 12.00
I \‘ Il

m/z 43.10  85.64%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
—

5000 129.0
12.00

m/z 60.00 85.37%

o

157.01850 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T
43.0 12.00
5000 129.0 m/Z 41.10 69.95%
171.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00

m/z 57.05 69.93%

5000 129.0
199.0
e e T
15.00 [} (bl il L \m ul L —

O‘H‘w‘qh“‘H"H‘_‘HM‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acq On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.033 2.66 ng 195485  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 49
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 46
5 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 40

Abundance Scan 1691 (12.033 min): BF123178.D\data.ms (-1687) (1  m/z 190.10 100.00%

19p.1
5000
94.8 M, : S
12.00
63.0 ‘ 150.
ol 0 A0 2411 8040 ) 189.16  99.95%
miz--> 50 100 150 200 250 300
Abundance #53204: 4H-Cyclopenta[deflphenanthrene
190.0
5000 AL MM
12.00
95.0 m/z 192.10 44.27%
02\7”\.0‘\”‘ i‘Gﬁg‘ f ”\““‘ f \1\37\0‘ \”‘\ \‘H“ L s B
miz--> 50 100 150 200 250 300
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
P e
12.00
5000 m/z 191.10  39.34%
94.0
miz-> 50 100 150 200 250 300
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- e ‘
190.0 12.00
m/z 94.80 22.32%
5000
ol 4]
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acq On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.498 40.43 ng 2975240  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1770 (12.498 min): BF123178.D\data.ms (-1767) (-} m/z 67.10 100.00%
67.1

5000
09.1
——
150.0 12.50
263.1
ok ‘NW ’L8112202 L ??ﬁl‘ m/z 81.05 88.37%
miz--> 50 100 150 200 250 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 RN
12.50
09.0 m/z 55.05 64.98%
149.0
ob— ‘} | “H“ \‘ “ "‘ H‘lm ‘Hh‘ “”u‘ wu SR —— ‘26‘?‘0‘29“4‘0‘
miz--> 50 100 150 200 250 300
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
==
12.50
5000 ITI/Z 95.05 59.97%
09.0 294.0
150.0 263.0
ol ’131022Q0 ﬂ“ A
Miz--> 50 100 150 200 250 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- —
67.0 12.50
m/z 41.10 53.82%
5000
02.0 294.0
oL 100 sero200 2630777 v
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acq On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.521 28.97 ng 2131890  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99

Abundance Scan 1774 (12.521 min): BF123178.D\data.ms (-1772) (-] m/z 55.10 100.00%
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Abundance #141302 9- Octadecenmc acid (2)-, methyl ester
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Abundance #141304 6- Octadecen0|c acid, methyl ester, (2)-

-

~

%

12.50
5000 ITI/Z 74 .00 57.94%
37.0 1800 2220 264.0
I || 2080
0, HHM“\‘\‘\ IR R - R
miz--> 150 200 250 300
Abundance #141286: 13—Octadecen0|c acid, methyl ester — e ‘
55.0 12.50
m/z 83.10 53.94%
5000
87.0
264.0
‘H szs 0  180.0 2220 h 296 o
0! u‘\ ‘d ‘\H ol ‘m BT Y — 1“‘ - i =
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acq On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.739 23.94 ng 17617060  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1811 (12 739 min): BF123178.D\data.ms (-1806) (-} | m/z 73.00 100.00%

&

5000 129.0
185.1 241.2
‘ ‘ ‘ 284.3 12,50 13.00
iI= ‘W M M‘u‘M“‘MM Huh“ﬁ“ A m/z 43.10 95.66%
mi/z--> 100 150 200 250 300
Abundance #131262: Octadecanoic acid
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Abundance #95851: Pentadecanoic acid
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5000, 410
129.0
185.0 228.0
O — “‘ u H H‘ ‘ HM‘ h“ ML il ‘ \‘ \u‘ - ‘\‘ \‘ — ‘\‘ L A N B : ‘ T ; ‘ -
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF012721.M Thu Feb 11 06:47:29 2021 Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123178.D

Acqg On : 10 Feb 2021 19:28
Operator : JU/CG

Sample : M1346-01 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.122 5.2 ng 265612 1 6.881 1022230 20.0
Hexadecanoic ac... 11.810 12.1 ng 892140 4 11.416 1471780 20.0
n-Hexadecanoic ... 11.945 15.3 ng 1129210 4 11.416 1471780 20.0
4H-Cyclopenta[d... 12.033 2.7 ng 195485 4 11.416 1471780 20.0
9,12-Octadecadi... 12.498 40.4 ng 2975240 4 11.416 1471780 20.0
9-Octadecenoic ... 12.521 29.0 ng 2131890 4 11.416 1471780 20.0
Octadecanoic acid 12.739 23.9 ng 1761700 4 11.416 1471780 20.0
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