LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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: BF125346.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.205 12 20 30 rVB 3426360 4839462 86.03% 12.441%
2 5.116 512 515 525 rVB 55914 68020 1.21% 0.175%
3 5.516 579 583 587 rBV 2524343 2413270 42.90% 6.204%
4 6.522 750 754 766 rVB 1755860 1535040 27.29%  3.946%
5 6.898 814 818 821 rBV 1217047 987199 17.55% 2.538%
6 7.463 908 914 917 rBV 3123848 3226276 57.35% 8.294%
7 8.081 1015 1019 1032 rBV 1417699 1510807 26.86% 3.884%
8 8.181 1032 1036 1039 rVB 1515738 1273059 22.63% 3.273%
9 9.257 1213 1219 1222 rBV 6050011 5528398 98.28% 14.212%
10 9.363 1234 1237 1241 rBV 177928 179974 3.20% 0.463%
11  9.516 1259 1263 1268 rBV 80664 102547 1.82% 0.264%
12 9.592 1273 1276 1278 rBV 73724 70916 1.26% 0.182%
13 9.934 1330 1334 1338 rBV 1578638 1421117 25.26% 3.653%
14 10.034 1348 1351 1356 rVB 70123 88436 1.57% 0.227%
15 10.134 1363 1368 1372 rBv4 96827 117911 2.10% 0.303%
16 10.175 1372 1375 1384 rVB3 76403 93057 1.65% 0.239%
17 10.339 1399 1403 1409 rVB3 54798 104186 1.85% 0.268%
18 10.575 1441 1443 1449 rVB2 59431 78918 1.40% 0.203%
19 10.728 1464 1469 1472 rBV 3944620 3684707 65.50% 9.473%
20 10.845 1485 1489 1492 rBV 149362 124843 2.22% 0.321%
21 11.310 1564 1568 1574 rVB3 126738 153441 2.73% 0.394%
22 11.422 1583 1587 1590 rBV 1672531 1458388 25.93% 3.749%
23 11.804 1649 1652 1655 rVB 177961 154639 2.75% 0.398%
24 11.939 1670 1675 1680 rBvV2 210863 293171 5.21% 0.754%
25 12.51@ 1767 1772 1778 rVB 510289 533423 9.48% 1.371%
26 12.598 1784 1787 1790 rBV 142559 112349 2.00% 0.289%
27 12.727 1806 1809 1817 rVB3 50533 67417 1.20% 0.173%
28 13.010 1852 1857 1860 rBV 5474001 5625366 100.00% 14.462%
29 13.569 1948 1952 1955 rBV2 80889 74803 1.33% 0.192%
30 13.857 1996 2001 2004 rBV 46656 65815 1.17% 0.169%

31 13.898 2004 2008 2010 rBv2 151908 148667  2.64%
32 13.927 2010 2013 2019 rVB 182848 181539  3.23%
33 14.063 2033 2036 2040 rVB 1278388 1078741 19.18%
34 14.216 2058 2062 2065 rBV 118452 102609  1.82%
35 14.521 2111 2114 2118 rVB 110295 92753 1.65%

OO NOO
~N
~N
w
B

36 14.833 2163 2167 2171 rBV 94522 101684 1.81% 0.261%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc

ALS vial : 9 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 14.910 2177 2180 2185 rVB 83590 93589 1.66% 0.241%
38 15.180 2222 2226 2231 rBV 74534 85088 1.51% 0.219%

39 15.557 2285 2290 2301 rVB 782070 1026718 18.25% 2.639%

Sum of corrected areas: 38898343
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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

Abundance TIC: BF125346.D\data.ms
6000000
5000000

4000000
2.205

7.463

3000000
5.516

2000000 6.522

6.898
1000000

5.116

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: BF125346.D\data.ms
6000000 9.957

13.010

5000000

4000000 10.728
3000000

2000000 0.934 11.422

8.08381

1000000

12,510

. 9363om2  101BAEY6.3390.57510845 113 11804939 12598757
—t — S L0 -~ el s v 0L L N S Selw L

Time--> 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250  13.00

Abundance TIC: BF125346.D\data.ms
6000000

©

5000000

4000000

3000000

2000000

14.063
1000000 15.557

13.569 13k 14.216 14.521 141838015.180

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\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 1
R.T. EstConc Area Relative to ISTD R.T.
2.205 98.04 ng 4839460 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 20 (2.205 min): BF125346.D\data.ms (-12) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
87'1 T L ‘ L ‘ L
‘ 220 2.40 2.60
Ol 220 e Wz 43.00 43.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B B
43.0 2.20 2.40 2.60
87.0 m/z 55.00  34.37%
\ \‘ 90 It
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T
2.20 2.40 2.60
5000 m/z 87.10 25.57%
55.0
27.0 41l
o220 L L4 L es0 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 220 2.40 2.60
87.0 m/z 41.00 14.03%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ R manaee e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.081 23.74 ng 1510810 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1019 (8.081 min): BF125346.D\data.ms (-1015) (-) m/z 57.00 100.00%

57.0
5000
41.0
R RRARREEE
| 77'0 1011 1594 7.80 8.00 8.20 8.40
ol ““Hu Myl ik b m/z 45.00  93.73%
m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.60  32.41%
O T \‘H“\‘ T “‘H‘\ \‘!‘Uur \‘1“\“ \“\‘ \lrofo‘.rowl}\e.‘owlwswz.\o‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
R RRREE L
7.80 8.00 8.20 8.40
5000 m/z 56.60  16.37%
89.0
29.0
73
ol Ul 120 | 1190 s
miz--> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether e
45.0 7.80 8.00 8.20 8.40
m/z 75.00 15.95%
5000 29.0
101.0
83.0
0 “M I ‘Lo e 1300

m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.363 2.53 ng 179974  Acenaphthene-die 9.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
2 Metacetamol 151 C8H9NO2 000621-42-1 47
3 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 47
4 benzenamine, 3-[(tetrahydro-2H-p... 193 C11H15NO2 1010400-28-1 38
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38

Abundance Scan 1237 (9.363 min): BF125346.D\data.ms (-1234) (-) m/z 42.95 100.00%

43.0
109.1
5000
151.1
T T T
‘ 85.0 9.00 9.20 9.40 9.60
0 ‘H‘HH‘mw“““‘J““H”“u“h”‘_““cu‘umWmmwuwmwu m/z 109.10 59.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L L L LA B I
9.00 9.20 9.40 9.60
69.0 m/z 151.05 32.11%
0 :\L\S\P\ ‘\‘\ \“‘”\‘ T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ { \‘w\ “\ - \“ T 1 T \‘\ T ‘]\-9\2\.(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28724: Metacetamol
109.0
AR L R R
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.00 18.39%
43.0
80.0
0 =LY RPN NS KRN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100078: Butanamide, N-acetyl-N-(4-hydroxyphenyl)- B R e RS
109.0 9.00 9.20 9.40 9.60
m/z 57.00 11.69%
5000 151.0
43.0
0 | L 7%.0\\ ‘\ ‘ | 192.0 22\10
R e R T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.310 2.10 ng 153441  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptacosane 380 C27H56 000593-49-7 72
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1568 (11.310 min): BF125346.D\data.ms (-1564) (1 m/z 57.00 100.00%
57.0

. m
— ——
‘ H 99.1 410 184.0 11.00 11.50
bl LA S VS m/z 71.05  63.96%
miz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 e i
11.00 11.50
50 m/z 43.00 40.83%
' 183.0
026‘0’ H‘ Py “L \“ T “\ { “\ T \“ T “‘ [ \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
11.00 11.50
5000 m/z 85.05  37.37%
99.0
ob ‘L‘ Ly M0 1830 2390 296
miz--> 50 100 150 200 250
Abundance #176386: Eicosane “ —
57.0 11.00 11.50
m/z 41.00 19.55%
- W
99.0
2o | %0 1410 1830 250 2820
el L e e P e
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 5 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.804 2.12 ng 154639  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1652 (11.804 min): BF125346.D\data.ms (-1649) (1 m/z 74.00 100.00%
74.0
5000 43.0
143.1 ‘0 1500
11.50 12.00
1150, | 171.0199.12271 5701
o,,O m/z 87.00  72.31%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
A
5000 . IS
43.0 11.50 12.00
143.0 m/z 43.80 38.94%
1850 2270 270.C
O\‘H‘H’HHM‘H“‘H“‘\‘EH“’]\-\l\\S‘\o\‘\\‘HH“H‘H‘\‘H\“HH‘\‘\H‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— ——
11.50 12.00
5000/ 43.0 m/z 55.00 36.89%
o ‘ M‘ H‘M 1110 3 1850 2270 2700
‘_‘H,H‘w‘H‘_‘HV‘H‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #109337: Tridecanoic acid, methyl ester — —
74.0 11.50 12.00
m/z 41.00 26.38%
- | \/VVAMM
143.0
ol rrtb A bbttsg, [ -0 280 o e
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.939 4.02 ng 293171  Phenanthrene-die 11.422
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1675 (11.939 min): BF125346.D\data.ms (-1670) (- m/z 72.95 100.00%

43.0 73.0
5000
129.1
213.2 Aoy
‘ m? 15701851 ‘ 256.1 12.00
owwh‘l‘m allgl ~”wuu”u‘w‘wm h‘w_u‘w‘Mw‘_:uu_mwl_ m/z 43.00  97.44%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
157.01g5 02130  256.0 m/z 60.00 93.57%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
et
43.0 12.00
5000 129.0 m/Z 57.00 80.68%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.00 73.76%
5000 129.0
199.0
o W A
0%§RkwﬁwwJMNMHNHM‘WH_‘JMJHJH‘_HW‘HWH‘W‘ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF081821.M Tue Sep 07 01:10:50 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.510 7.32 ng 533423  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
5 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 90
Abundance Scan 1772 (12.510 min): BF125346.D\data.ms (-1767) (. m/z 55.00 100.00%
55.0
5000
97.0
m M “ H 1371 1802 2222 2641 1250
oL H‘ \ Ly gl i b e m/z 41.00 54.02%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0
1250
230 m/z 69.00 50.63%
‘ ‘ WA ‘ 180.0 222.0 264.02
02‘5“0“\“ | il \‘\‘\HMH‘H\H“‘\ ull ks ‘1 e 1“ — ‘H‘ , ‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
1250
5000 m/z 43.00 45.28%
87.0
264.0
250 1800 2220 ‘
ol u“ \MH\‘ et bt o | 2980
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0 12 50
m/z 74.00 43.88%
5000
‘ 264.0
180.0 222.0
Ll Bl
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\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 8 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.898 2.76 ng 148667 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 49
3 Heptadecane 240 C17H36 000629-78-7 49
4 Hexadecane 226 C16H34 000544-76-3 49
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 49

Abundance Scan 2008 (13.898 min): BF125346.D\data.ms (-2004) (- m/z 57.00 100.00%
57.0

105.0
5000 163.0
— ——
‘ ‘ ‘ 13.50 14.00
I — “ ‘ m‘l‘ by L2070 2820 o ioc 6p 6a.53%
m/z--> 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 - A
13.50 14.00
m/z 71.10  54.78%
O T \a‘\ \ ‘ ‘ H‘ H‘ H‘ \ T ‘]\-4\1‘()\ ?‘8\3\0‘ \22\5\.0\ ‘ T ?8\2.\0’
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
— ——
13.50 14.00
5000 m/z 43.00 54.61%
‘ 99.0
41.0
bzl || 11| 1410 1830 220 296
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane “ —
57.0 13.50 14.00
m/z 163.00 43.97%
5000
99.0
Gl ‘ ) ‘ 141.0 183.0 240.0
OHH“\“\”H“H“\;“‘HH‘\H}‘HH — e
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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 9 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.927 3.37 ng 181539 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 78
4 2,2"'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 59

Abundance Scan 2013 (13.927 min): BF125346.D\data.ms (-2010) (- m/z 105.00 100.00%

105.0
149.0
5000 77.0
A
51.0 207.0 14.00
O bbb e e 37902070 17 149,00 74.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000 L
77.0 14.00
m/z 77.00 38.48%
51.0
o8 1 | | 1790
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
A
105.0 14.00
5000 ITI/Z 51.00 11.51%
77.0
o i 1780 239.C
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0 14.00
m/z 150.00 7.73%
105.0
5000
77.0
0 510 | | 178.0 209.0 239.C . L
AR E Ry R HR e e e L e A e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125346.D

Acqg On : 3 Sep 2021 14:58
Operator : JU/CG

Sample : M3606-05

Misc :

ALS vial : 9 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... 2.205 98.0 ng 4839460 1 6.898 987199 20.0
Ethanol, 2-(2-b... 8.081 23.7 ng 1510810 2 8.181 1273060 20.0
2,4,7,9-Tetrame... 9.363 2.5 ng 179974 3 9.934 1421120 20.0
Hexadecane, 2,6... 11.310 2.1 ng 153441 4 11.422 1458390 20.0
Hexadecanoic ac... 11.804 2.1 ng 154639 4 11.422 1458390 20.0
n-Hexadecanoic ... 11.939 4.0 ng 293171 4 11.422 1458390 20.0
9-Octadecenoic ... 12.510 7.3 ng 533423 4 11.422 1458390 20.0
Eicosane 13.898 2.8 ng 148667 5 14.063 1078740 20.0
Diethylene glyc... 13.927 3.4 ng 181539 5 14.063 1078740 20.0
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