LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS Vvial : 13  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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126094.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.151 3 11 22 rVB 2061988 2633556 43.31% 5.640%
2 2.257 25 29 38 rvB 68040 89126 1.47% 0.191%
3  3.346 209 214 225 rBV 120079 260753 4.29% 0.558%
4 5.069 503 507 516 rVB 628882 768778 12.64% 1.647%
5 5.475 570 576 579 rBV 4604507 4347551 71.49% 9.311%
6 6.139 685 689 692 rBV 474014 399529 6.57% 0.856%
7 6.481 741 747 750 rBV 4663366 5005001 82.30% 10.720%
8 6.657 773 777 779 rBV 146025 126992 2.09% 0.272%
9 6.681 779 781 785 rVB2 194038 167331 2.75% 0.358%
10 6.775 793 797 8603 rBV 234213 195413 3.21% 0.419%
11 6.851 806 810 813 rBV 1579051 1188572 19.54%  2.546%
12 6.969 827 830 834 rBV 118005 91194 1.50% 0.195%
13 7.416 900 906 909 rBV 3535092 3328317 54.73% 7.128%
14 7.451 909 912 915 rVB 134001 106460 1.75% 0.228%
15 8.033 1007 1011 1023 rBV 872478 881185 14.49% 1.887%
16 8.133 1023 1028 1031 rBV 1845447 1555129 25.57%  3.331%
17 9.210 1206 1211 1214 rBV 7423146 6081276 100.00% 13.025%
18 9.475 1251 1256 1259 rBV2 106284 158969 2.61% 0.340%
19 9.545 1264 1268 1270 rwV 229519 211300 3.47% 0.453%
20 9.569 1270 1272 1275 rVB 153060 128991 2.12% 0.276%
21 9.663 1284 1288 1289 rBV 97335 88310 1.45% 0.189%
22 9.745 1299 1302 1307 rVB 127474 105962 1.74% 0.227%
23 9.886 1320 1326 1329 rBV 2057662 1703595 28.01%  3.649%
24 9.916 1329 1331 1334 rVB2 74439 74516  1.23% 0.160%
25 9.992 1340 1344 1348 rBvV2 57187 76974  1.27% 0.165%
26 10.086 1356 1360 1364 rVB 140794 129468 2.13% 0.277%
27 10.127 1364 1367 1374 rVB 143971 128768 2.12% 0.276%
28 10.204 1374 1380 1382 rBV 112978 122111  2.01% 0.262%
29 10.292 1391 1395 1397 rBV3 85413 133052 2.19% 0.285%
30 10.427 1415 1418 1425 rBV3 179091 214795 3.53% 0.460%
31 10.498 1425 1430 1432 rBV2 70857 89751  1.48% 192%
32 10.586 1442 1445 1450 rVB3 73724 86882 1.43% 186%

33 10.669 1455 1459 1464 rVV 2750946 2427996 39.93%
34 10.716 1464 1467 1472 rVB 189805 204085 3.36%
35 10.792 1477 1480 1487 rVB4 90424 134215 2.21%

OOV
N
[
(O]
B

36 10.980 1507 1512 1514 rBV3 95145 114829 1.89% 0.246%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS Vvial : 13  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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.004 1514 1516 1519 rVB2 87759 73682 1.21% ©.158%
38 11.269 1558 1561 1566 rVvB2 70112 80298 1.32% ©0.172%
39 11.369 1574 1578 1580 rBV 1703270 1424127 23.42%  3.050%
40 11.392 1580 1582 1585 rVV 1013816 770259 12.67% 1.650%
41 11.439 1585 1590 1593 rVB 230598 244391 4.02% ©.523%
42 11.763 1643 1645 1651 rVB2 112282 114263 1.88% 0.245%
43 11.868 1660 1663 1666 rBV 235440 213750 3.51% ©.458%
44 11.898 1666 1668 1672 rVV 302158 238567 3.92% ©.511%
45 11.945 1673 1676 1679 rVWV 84304 80413 1.32% ©0.172%
46 11.980 1679 1682 1684 rVV 345530 343734 5.65% ©.736%
47 12.004 1684 1686 1691 rVB 213406 184996 3.04% ©.396%
48 12.163 1711 1713 1716 rBV 104569 101022 1.66% ©.216%
49 12.421 1753 1757 1759 rBV 150304 147337 2.42% 0.316%
50 12.474 1763 1766 1768 rVV3 160930 169161 2.78% ©.362%
51 12.504 1768 1771 1776 rVV3 69487 96621 1.59% ©0.207%
52 12.580 1781 1784 1787 rVB 659927 534953 8.80%  1.146%
53 12.810 1817 1823 1826 rBV 699057 609085 10.02%  1.305%
54 12.957 1844 1848 1851 rBV 5089143 4145662 68.17% 8.879%
55 13.027 1856 1860 1863 rBV3 73453 96674 1.59% 0.207%
56 13.133 1876 1878 1882 rVB 109569 108677 1.79% 0.233%
57 13.239 1893 1896 1900 rBV 88513 81584 1.34% 0.175%
58 13.439 1927 1930 1938 rBV5 65984 117536 1.93% ©.252%
59 13.857 1998 2001 2011 rVB3 157642 230888 3.80% 0.495%
60 14.004 2021 2026 2029 rBV2 1234919 1363569 22.42%  2.920%
61 14.033 2029 2031 2039 rVB 209055 194232 3.19% ©0.416%
62 14.868 2170 2173 2180 rVB 78447 97593 1.60% 0.209%
63 15.045 2200 2203 2205 rBV2 102724 133591 2.20% 0.286%
64 15.404 2261 2264 2268 rBV 111872 131412 2.16% ©.281%
65 15.474 2271 2276 2280 rBV 840750 1001673 16.47%  2.145%

Sum of corrected areas: 46690482
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M4582-03

. 13

LSC Report - Integrated Chromatogram
Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
BF126094.D

9 Nov 2021 22:03
Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.151 44.31 ng 2633560 1,4-Dichlorobenzene-d4 6.851

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 12
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 11 (2.151 min): BF126094.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 431 j\
R RRRERE R e
‘ J b1 2.202.302.402.502.60
O prrreyrer il 580 Il 881wz 43.16  45.95%
miz--> 0 20 40 60 80 100 120
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T T[T I T [T T T[T TTT 7T

43.0 2.202.302.402.502.60
m/z 55.05 30.80%

27.0 ‘ ggo
O T ‘ L ‘ T ““ T “ T \ \ ’ \ T \‘\ ’ L ‘ L ‘ LI
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0

2.202.302.402.502.60

5000 55.0 m/z 87.10 27.04%
39
0 L ‘ it ‘H‘ 88.0 1120 129.0
“‘,“
miz--> 0 20 40 80 100 120
Abundance #2246: Sllane tetramethyl- R RRRREE R R
73.0 2.202.302.402.502.60

m/z 41.05 15.19%

5000
43.0
0 15\.0 \‘ | ‘ ‘ 1 ‘\ 88 0

m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Isopropyl Alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.346 4.39 ng 260753 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 L-Lactic acid 90 C3H603 000079-33-4 9

Abundance Scan 214 (3.346 min): BF126094.D\data.ms (-209) (-) m/z 45.10 100.00%

45.1
5000 /\\
e ARAREEEE S E s o
61.0 3.00 3.20 3.40 3.60
O et 228 839 n/z 43.00  20.15%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #342: Isopropyl Alcohol
45.0
5000

3.00 3.20 3.40 3.60

27.0 m/z 61.00 6.61%
O\\\‘\}\\‘\\‘\“‘\\3\7\9““\\‘\\'\5?;(\)\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
4!:
\‘\\\\‘\\\\‘\\\\‘\\A\\‘\
3.00 3.20 3.40 3.60
5000 m/z 44.00 5.42%
29.0
o 190 370 “‘ 530510 760
m‘mwm_m‘ R AR ENEEE
m/z--> 10 20 30 50 60 70 80 90
Abundance #1091: R—(—)—1,2—propanediol

45.0 3.00 3.20 3.40 3.60
m/z 42.10 4.13%

5000
29.0
9.0 61.0
0 ‘ | M“ ‘ 53.0, 7] 76.0

m/z--> 10 20 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.069 12.94 ng 768778 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56

2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38

3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16

5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12

Abundance Scan 507 (5.069 min): BF126094.D\data.ms (-503) (-) m/z 43.00 100.00%

43.0
59.0
5000
1011 LU L L L B LI B
83.0 4.80 5.00 5.20 5.40
o) MRS Y AN &+ TR S m/z 59.00  55.22%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B B LA B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.87%
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EARRaEESS S
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.05 14.19%
101.0
0+ ‘1‘5“.0‘“1“‘ ““\ N ‘8‘3"0“ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e RRRaEE S o
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.81%
5000 41.0
A | IV Y [
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126094.D

Acqg On 9 Nov 2021 22:03

Operator Ju/caG

Sample : M4582-03 :
Misc VWE-B10-110621-20-30
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 .alpha.-Pinene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.139 6.72 ng 399529 1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 91
4 .gamma.-Terpinene 136 C1OH16 000099-85-4 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000488-97-1 91

Abundance Scan 689 (6.139 min): BF126094.D\data.ms (-685) (-) m/z 93.10 100.00%
3.1
5000
77.0
41.1 AT
H ‘ 12‘1-1136 1 5.80 6.00 6.20 6.40
i1 W ‘m“wu“‘m‘_m_ m/z 91.10  48.57%
m/z--> 20 100 120 140
Abundance #18035.amha=PMene
93.0
5000 \\‘\\\\‘\\\\‘\\J\\A\’\\\\‘
270 5.80 6.00 6.20 6.40
41.0 1210 m/z 92.00 35.39%
O
O\\\‘\\\ “ﬁ\‘\‘\\“\\\‘\“\“‘\\\“\\\\‘\
m/z--> 20 100 120 140
Abundance #18211: Tr|cyc|o[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl-
93.0
PP
5.80 6.00 6.20 6.40
5000 m/z 77.00 33.34%
41.0
o280 Iy ‘ \ \? ‘HM ‘ [ “ -
m/z--> 20 80 100 120 140
Abundance  #18173: Blcycl0[3.1.1]hept—2—ene, 3,6,6-trimethyl- A A
93.0 5.80 6.00 6.20 6.40
m/z 79.10 26.79%
5000
41.0 7.0
121.0
oo o e
m/z--> 20 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.657 2.14 ng 126992 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 59

4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 53
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 53

Abundance Scan 777 (6.657 min): BF126094.D\data.ms (-773) (-) m/z 59.10 100.00%

59.1
5000
41. 103.0

| o 6.40 6.60 6.80 7.00
e RS m/z 45.10  56.82%

miz--> 20 40 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

o

5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
103.0 6.40 6.60 6.80 7.00
31.0 m/z 103.00 30.77%
o120 ‘J M 4750 _ 130.0 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 )\
e
6.40 6.60 6.80 7.00
5000 m/z 41.05 29.12%
1.
310 103.0
0 15'0 ul “H ‘ il 75.0 119.0
el e
m/z--> 20 40 60 80 100 120 140
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0 6.40 6.60 6.80 7.00

m/z 73.00  28.04%

5000
31.0 103.0
Lis wm T

m/z--> 20 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126094.D

Acqg On 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc . \VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Ethane, 1-ethoxy-1-methoxy- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.681 2.82 ng 167331 1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethane, 1-ethoxy-1-methoxy-

2 1-Propanol, 2-(2-hydroxypropoxy)-
3 2-Propanol, 1,1'-[(1-methyl-1,2-...
4 2-Propanol, 1-(2-methoxy-1-methy...
5 Dipropylene glycol (isomer 2)

104 C5H1202
134 C6H1403
192 C9H2004
148 C7H1603
134 C6H1403

010471-14-4 64
000106-62-7 53
001638-16-0 50
020324-32-7 50
1000506-25-4 50

Abundance Scan 781 (6.681 min): BF126094.D\data.ms (-779) (-) m/z 59.05 100.00%
59.0
5000
103.1
R R R e
“ 120.0 6.40 6.60 6.80 7.00
| M :uH;m‘?"o”wwm‘,:m_m_‘ m/z 45.00  71.98%
miz--> 20 60 80 100 120 140 160
Abundance #5403 Ethane, 1-ethoxy-1-methoxy-
59.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
29.0 89.0 6.40 6.60 6.80 7.00
‘ m/z 103.05  29.21%
0 \\\‘\‘1“\\“1‘\\\"H\“\‘\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
Cop e e
6.40 6.60 6.80 7.00
5000 m/z 73.05 27.19%
31.0 103.0
o240 W L e |
miz--> 20 40 60 80 100 120 140 160
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox A e A RRAR
59.0 6.40 6.60 6.80 7.00
m/z 41.05 25.58%
5000
31.0 103.0
0 ‘ m 11y 85.0 , ‘ 130.0 16;0
o e A e R
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00

8270-BF110321.M Wed Nov 10 15:45:41 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 2-Propanol, 1-(2-methoxypro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.775 3.29 ng 195413 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
3 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 56
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 50

Abundance Scan 797 (6.775 min): BF126094.D\data.ms (-793) (-) m/z 59.00 100.00%

59.0
5000 ﬂAxA\n
o
43”0 31041 6.40 6.60 6.80 7.00
Ol rrrerrrerrrretlbe el 890 e Mz 45.05  16.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000
6.40 6.60 6.80 7.00
m/z 43.05 13.86%
31.0
o 180 -yl | 760 1949 1300
H‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H\\’H\\‘\\H‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
6.40 6.60 6.80 7.00
5000 m/z 41.10 11.05%
103.0
31.0
\‘ \‘H‘ 1 75.0
O bt e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0 6.40 6.60 6.80 7.00
m/z 73.10 9.36%
5000
31.0 104.0
o280 Ll dose o as00 o Wb
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

8270-BF110321.M Wed Nov 10 15:45:42 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.033 11.33 ng 881185 Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1011 (8.033 min): BF126094.D\data.ms (-1007) (-) m/z 45.10 100.00%
45.1

5000 m
751 a RRAREEEALE
7.80 8.00 8.20 8.40
\ m‘ Il 10\\1'1 131.0 9
O bl m/z 57.05  92.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B L I L I L L
29.0 7.80 8.00 8.20 8.40
' 75.0 m/z 41.10 40.66%
‘ 1000 1320
O\\‘\”‘\H‘\\“‘w‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w.\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R e A RRRRRN RS
7.80 8.00 8.20 8.40
5000 m/z 75.10 15.08%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #15680: Di-sec-Butyl ether e ERRRERESE
45.0 7.80 8.00 8.20 8.40
m/z 56.10 14.23%
5000 101.0
zﬂo 83.0
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF110321.M Wed Nov 10 15:45:43 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Naphthalene, 1,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.545 2.48 ng 211300  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 1268 (9.545 min): BF126094.D\data.ms (-1264) (-) m/z 156.05 100.00%

156.1
5000
115.1
63.0 ‘ 9.50
39.0 89.0
0 """H‘m“‘p‘\w‘m""uMl‘”,‘ww_m,lf?‘lal‘ m/z 141.00  95.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000 T —A T M ”A\/L“‘“
9.50
m/z 155.10  28.22%
115.0
77.0
O \\\‘2\7\(\)\‘\5\17\(\)‘\\\H“\\\\‘\\\‘\‘\‘1‘\\"‘\\H‘“\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 i MM
9.50
5000 m/z 115.05 22.80%
510 77.0 115.0
SN <. W AP MR S T 1 | E—
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl- te2, R
156.0 9.50
m/z 128.05 16.83%
5000
115.0
51.0
27.0
0 H‘_m_m_HHUWH‘m‘wu‘!h“,‘uﬂuﬂ_m,”u
m/z--> 20 40 60 80 100 120 140 160 180 9.50

8270-BF110321.M Wed Nov 10 15:45:43 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.868 3.00 ng 213750  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
Abundance Scan 1663 (11.868 min): BF126094.D\data.ms (-1660) (1  m/z 192.10 100.00%
192.1
5000
165.1 L T
94.5 11.50 12.00
63.0 139.0
Ol 220 o i M5B9 5500, Wl L myz 191.10  60.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 e L S
11.50 12.00
165.0 m/z 189.10  32.63%
0 39.0 630 M 11601390 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67021: Anthracene, 1-methyl-
192.0
— e
11.50 12.00
5000 m/z 190.10 18.58%
83.0
0l15.0 390 610, \ [ 11501390‘ ‘\
e e LR T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67044: Phenanthrene, 1-methyl- L
192.0 11. 50 12 00
m/z 165.05 16.22%
5000
165.0
o 390 63.0 940 1390 | w
A e R e o o P e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

8270-BF110321.M Wed Nov 10 15:45:44 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.898 3.35 ng 238567  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 91
Abundance Scan 1668 (11.898 min): BF126094.D\data.ms (-1666) (-  m/z 192.05 100.00%
192.1
5000
— P
630 946 s 016?1 H . 1150 12.00
Ol e i b b b M o 2225 m/z 191,10 57.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 T ‘) \ ””MM
11.50 12.00
m/z 189.05  26.42%
165.0
0270 630 900 1390 |
‘\H\‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘H \‘\\H‘HH‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl-
192.0
— e
11.50 12.00
5000 m/z 190.10 15.26%
165.0
o270 630 960 13907 |
R R o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67026: Anthracene, 9-methyl- — A
192.0 11.50 12.00
m/z 193.10 14.72%
5000
96.0 165.0
0 28"0‘ ‘63\'0‘ " \\‘ 13‘9'0‘ L P ep
e e e e e oy L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

8270-BF110321.M Wed Nov 10 15:45:45 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.980 4.83 ng 343734  Phenanthrene-d10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 55
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 46
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 46
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 43
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 43

Abundance Scan 1682 (11.980 min): BF126094.D\data.ms (-1679) (-  m/z 192.05 100.00%
192.1

—

5000
by
12.00
0" m/z 189.10 89.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 U el
12.00
95.0 m/z 190.10 86.33%
O m 39m° m 6:30 Lol \“\ " 137.0 16‘\\30 fll
\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\ \\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl-
192.0
LA YW
12.00
5000 m/z 191.10 65.90%
165.0
o 20 im0
O et ek el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 w
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene L
192.0 12.00
m/z 165.00 19.51%
5000
165.0
5280, 630 9?'0 1390 | m
A L RARRARRAEaEC —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF110321.M Wed Nov 10 15:45:45 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Anthracene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.004 2.60 ng 184996  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
Abundance Scan 1686 (12.004 min): BF126094.D\data.ms (-1684) (1  m/z 192.10 100.00%
192.1
5000
165.1 SR ‘
2.00
63.0 945 139.0 L
-4 S PPN SN MO ‘u‘mz‘%‘(‘c m/z 191.10  58.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 LU WWJ\W
12.00
m/z 165.05  15.49%
165.0
ol 390630 960 1390 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl-
192.0
T 7
12.00
5000 m/z 193.10 15.24%
165.0
0 15.0 39.0 “B%DH 115.0139.0 |
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl- o Magr e
192.0 12.00
m/z 94.55 6.24%
5000
165.0
63.0 9?-0 139.0 !
Ot et e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF110321.M Wed Nov 10 15:45:46 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Phenanthrene, 2,5-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.421 2.07 ng 147337  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 9,10-Dimethylanthracene 206 C1l6H14 000781-43-1 91
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 90
5 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 87
Abundance Scan 1757 (12.421 min): BF126094.D\data.ms (-1753) (. m/z 206.10 100.00%
206.1
5000
1250
63.0 890 1230 165.1 ‘ :
O oD i b wum,uH‘mlw“w“,w‘\w“ “ m/z 190.95  52.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 ‘J\/\MJ\AM\JAA‘ ;
12.50
101.0 m/z 189.10 29.01%
0 \\\‘2\7\\0\‘\5\1\\0’\\7\61‘0\1‘\‘1 ’13901650’11
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82934: 9,10-Dimethylanthracene
20po ool
R i
12.50
5000 m/z 205.10 21.49%
0/15.0 390 63.0 890 170 1650
R L o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82954: Phenanthrene, 3,6-dimethyl- s pf P ‘
206.0 12.50
m/z 207.10 17.63%
5000
ol 300 760 10201560 152.0 178, om | )
e aa e A REmaanE=a s RS P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

8270-BF110321.M Wed Nov 10 15:45:47 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 unknownl2.474 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.474 2.38 ng 169161  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-11-Pentadecenol 226 C15H300 1000130-77-0 46
2 8-Heptadecene 238 C17H34 002579-04-6 46
3 Methyl myristoleate 240 C15H2802 056219-06-8 45
4 cis-11-Hexadecenal 238 C16H300 053939-28-9 44
5 Succinic acid, dodec-2-en-1-yl 3... 394 C22H31Cl04 1000389-85-9 43

Abundance Scan 1766 (12.474 min): BF126094.D\data.ms (-1763) (-1 m/z 55.05 100.00%

83.0
5000
222.2
124.1 264.1 T
H ol
oMWHHW m/z 41.05 78.12%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107156: Z-11-Pentadecenol
55.0
83.0
5000 U
12.50
110 208.0 m/z 69.05 76.57%
166.0
O' }‘\H‘\H“‘\‘M‘\’M\H‘\H\‘H‘H‘\‘H\‘HH’\H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #121336: 8-Heptadecene
53.0
83.0 ——
12.50
5000 m/z 83.00 67.24%
111.0
270 238.0
h H\ ‘\ u‘ \‘H \‘ 1390 I
0L _mwwm A e A e s
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123660: Methyl myristoleate T
55.0 12.50
m/z 43.00 57.44%
5000 87.0
124.0 166.0
208.0
7o) | )
oww_ww‘u —
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.857 3.39 ng 230888 Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 87
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 87

Abundance Scan 2001 (13.857 min): BF126094.D\data.ms (-1998) (- m/z 57.10 100.00%

57.1
5000
111
230.1 — —
“ ‘ 66.0 ‘ 13.50 14.00
O tylhd un‘.‘ L |‘\ I \u Nt \I‘\H‘l‘\‘\mhﬂhu‘ iy ‘2‘?%1‘ R m/z 55.10 88.00%
m/z--> 0 50 lOO 150 200 250 300 350 400
Abundance #209741: 1-Docosene
53.0
5000 “ ——
110 13.50 14.00
{ ‘ m/z 43.10 86.95%
O T \‘\“ “\“\ \“\““ T \‘\‘\]’-\7\\()\ ‘ T TT ‘ T \3(’)\8\()\ T ‘ T TT ‘ L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
— —
13.50 14.00
5000 m/z 83.05 66.91%
11.0
169.0
o LD 280ms0 s
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester “ —
57.0 13.50 14.00
m/z 69.00 62.79%
h il W
0 \‘ 1 ‘\ M\ ] 168.0 ‘238 0284.0 384.0
HH‘HH‘ R R e e RN — ——
m/z--> 0 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126094.D

Acqg On : 9 Nov 2021 22:03

Operator : JU/CG

Sample : M4582-03 :
Misc : VWE-B10-110621-20-30

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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... 2.151 44.3 ng 2633560 1 6.851 1188570 20.0
Isopropyl Alcohol 3.346 4.4 ng 260753 1 6.851 1188570 20.0
2-Pentanone, 4-... 5.069 12.9 ng 768778 1 6.851 1188570 20.0
.alpha.-Pinene 6.139 6.7 ng 399529 1 6.851 1188570 20.0
2-Propanol, 1-(... 6.657 2.1 ng 126992 1 6.851 1188570 20.0
Ethane, 1-ethox... 6.681 2.8 ng 167331 1 6.851 1188570 20.0
2-Propanol, 1-(... 6.775 3.3 ng 195413 1 6.851 1188570 20.0
Ethanol, 2-(2-b... 8.033 11.3 ng 881185 2  8.133 1555130 20.0
Naphthalene, 1,... 9.545 2.5 ng 211360 3  9.886 1703600 20.0
Phenanthrene, 2... 11.868 3.0 ng 213750 4 11.368 1424130 20.0
Phenanthrene, 1... 11.898 3.4 ng 238567 4 11.368 1424130 20.0
4H-Cyclopenta[d... 11.980 4.8 ng 343734 4 11.368 1424130 20.0
Anthracene, 2-m... 12.004 2.6 ng 184996 4 11.368 1424130 20.0
Phenanthrene, 2... 12.421 2.1 ng 147337 4 11.368 1424130 20.0
unknownl12.474 12.474 2.4 ng 169161 4 11.368 1424130 20.0
1-Docosene 13.857 3.4 ng 230888 5 14.004 1363570 20.0
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