LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS Vvial : 12 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: BF125428.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.199 12 19 25 rVB 1028595 1326572 40.43% 3.622%
2 2.304 32 37 46 rVB 50541 68354 2.08% 0.187%
3 5.116 511 515 525 rVB 85107 100766 3.07% 0.275%
4 5.516 578 583 586 rBV 3512234 3218407 98.08% 8.787%
5 6.522 749 754 757 rBV 3058367 3154804 96.14% 8.614%
6 6.887 812 816 819 rBV 1185156 1025395 31.25% 2.800%
7 7.451 906 912 915 rBV 2066341 2106242 64.18% 5.751%
8 8.069 1013 1017 1030 rBV 664596 696553 21.23%  1.902%
9 8.169 1030 1034 1037 rBV 1515323 1349562 41.13% 3.685%
10 8.880 1151 1155 1159 rBV 44137 33717 1.03% 0.092%
11 8.980 1168 1172 1175 rVB 43675 38102 1.16% 0.104%
12 9.245 1211 1217 1220 rBV 3543541 3281562 100.00% 8.960%
13 9.580 1270 1274 1277 rBV 47011 47142 1.44% 0.129%
14 9.786 1306 1309 1312 rBV2 68056 58914 1.80% 0.161%
15 9.922 1324 1332 1336 rBV 1544041 1496931 45.62% 4.087%
16 9.957 1336 1338 1342 rVB 90251 70997 2.16% 0.194%
17 10.127 1361 1367 1371 rBV2 70288 76405 < 2.33%  0.209%
18 10.239 1381 1386 1389 rBv2 29988 38208 1.16% 0.104%
19 10.469 1422 1425 1431 rVB2 109282 110287 3.36% 0.301%
20 10.716 1463 1467 1470 rBV 2578323 2258070 68.81% 6.165%
21 10.833 1483 1487 1493 rVB7 30687 47213  1.44% 0.129%
22 11.022 1513 1519 1521 rBv4 37875 55477 1.69% 0.151%
23 11.216 1549 1552 1556 rVB 47726 40883 1.25% 0.112%
24 11.310 1563 1568 1572 rVB2 51526 58533 1.78% 0.160%
25 11.410 1581 1585 1588 rBV 1544415 1540505 46.94% 4.206%
26 11.433 1588 1589 1593 rVV 817040 634837 19.35% 1.733%
27 11.486 1593 1598 1601 rVV 185476 167462 5.10% 0.457%
28 11.522 1601 1604 1607 rVB2 30985 35490 1.08% 0.097%
29 11.645 1620 1625 1630 rBV 122673 131699 4.01% 0.360%
30 11.745 1639 1642 1646 rVB3 45019 47669 1.45% 0.130%
31 11.798 1647 1651 1653 rBV2 81833 71589  2.18% 195%

32 11.916 1667 1671 1672 rBV 161691 169041 5.15%
33 11.933 1672 1674 1681 rVB2 316721 408748 12.46%
34 12.021 1686 1689 1692 rVvv2 228134 266227  8.11%
35 12.051 1692 1694 1698 rVB 128349 108877 3.32%
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36 12.210 1718 1721 1723 rBV 85668 74245 2.26% 0.203%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS Vvial : 12 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 12.233 1723 1725 1732 rVB2 68583 78790 2.40%  ©0.215%
38 12.463 1761 1764 1767 rBV 146292 153817 4.69% ©.420%
39 12.504 1767 1771 1773 rVVW2 99805 137551 4.19% 0.376%
40 12.551 1776 1779 1783 rBV2 80794 103128 3.14% 0.282%
41 12.627 1788 1792 1797 rBV ~ 983428 851094 25.94%  2.324%
42 12.716 1805 1807 1811 rBV3 103397 94576 2.88% 0.258%
43 12.857 1825 1831 1837 rBV 864472 877653 26.74%  2.396%
44 12.910 1837 1840 1843 rVB2 63879 71745 2.19% ©.196%
45 12.998 1851 1855 1858 rBV 3084349 2752359 83.87% 7.515%
46 13.068 1864 1867 1872 rBV3 83473 131659 4.01% 0.359%
47 13.157 1879 1882 1884 rBV3 74739 91037 2.77%  ©.249%
48 13.186 1884 1887 1889 rVB 144924 143065 4.36% ©.391%
49 13.216 1889 1892 1896 rBV5 28059 49087 1.50% 0.134%
50 13.251 1896 1898 1901 rVB 101763 76476 2.33% 0.209%
51 13.286 1901 1904 1907 rBV2 96645 99009 3.02% ©0.270%
52 13.380 1917 1920 1923 rVB 82675 65564 2.00% 0.179%
53 13.410 1923 1925 1929 rBV 76774 76228 2.32% 0.208%
54 13.692 1970 1973 1978 rVB 77075 86320 2.63% 0.236%
55 13.804 1988 1992 1995 rBV3 78163 100918 3.08% 0.276%
56 13.833 1995 1997 1999 rVWV 70763 60792 1.85% 0.166%
57 13.857 1999 2001 2004 rVv2 63860 80538 2.45%  ©.220%
58 13.904 2004 2009 2017 rVB4 172553 349636 10.65% ©.955%
59 14.057 2027 2035 2037 rBV2 1270704 1491632 45.45% 4.073%
60 14.080 2037 2039 2046 rVB 388167 357060 10.88% ©.975%
61 14.163 2051 2053 2055 rVB 57178 40553 1.24% ©.111%
62 14.210 2058 2061 2063 rBV3 36605 43350 1.32% 0.118%
63 14.439 2096 2100 2104 rVB 85210 100522 3.06% 0.274%
64 14.474 2104 2106 2109 rBV 62754 49018 1.49% ©.134%
65 14.515 2110 2113 2115 rBV 44497 52358 1.60% ©.143%
66 14.568 2119 2122 2124 rBV 76397 60299 1.84% 0.165%
67 14.810 2160 2163 2170 rVB3 65876 97354  2.97% 0.266%
68 15.110 2209 2214 2217 rBV 376755 561999 17.13% 1.534%
69 15.168 2221 2224 2229 rVV4 64804 95329 2.90% 0.260%
70 15.221 2230 2233 2237 rVB 77703 84978 2.59% 0.232%
71 15.421 2263 2267 2271 rBV 215467 268988 8.20% ©.734%
72 15.480 2273 2277 2284 rVB 345173 434449 13.24% 1.186%
73 15.551 2284 2289 2292 rBV 813595 1044792 31.84%  2.853%
74 15.998 2362 2365 2370 rVB 73870 98924 3.01% 0.270%
75 17.045 2537 2543 2550 rBvV2 191489 355666 10.84% ©.971%
76 17.286 2580 2584 2589 rBV2 37818 65560 2.00% 0.179%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc

ALS Vvial : 12 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

77 17.498 2614 2620 2629 rBV 139080 298065 9.08% 0.814%
78 17.745 2657 2662 2669 rBV 36176 78177 2.38% 0.213%

Sum of corrected areas: 36625600
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Sep 2021 17:26
: M3693-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091021\
BF125428.D

Ju/CaG

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF125428.D\data.ms
5.516

6.522

7.451

6.887
2.199

.304 5.116
ﬁ\‘\\\\’\\\\‘\\\\‘F\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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
TIC: BF125428.D\data.ms

9.245
12.998

10.716

8.169 9.922 11.410

12.627

11}433 12.857

8.06

8.88080 L

0
Time-->

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

8270-BF081821.M Mon Sep 13 04:20:05 2021

11
0.5800.788.990.48%330-469 10 53 0721810143 @S@ﬁ%ﬁ@&mi JCJ\J%
N L L N A S I A AL I R I U

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF125428.D\data.ms

9.00

14.057

15.551

14,080 15.110  15.480

17.045

17.28 7.498

15.998 7 745
Mw

84.810 183
f@giwm

3800 13.
[ NERENGY

T
15.50

T ‘ ‘ T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 16.00 16.50 17.00 17.50 18.00 18.50

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS vial : 12  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.
2.199 25.87 ng 1326570 1,4-Dichlorobenzene-d4 6.886

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 19 (2.199 min): BF125428.D\data.ms (-12) (-) m/z 73.00 100.00%

73.0
5000 43.0
87.1
‘ 90 2.20 2.40 2.60
Ol P ke m/z 43.00 43.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B B B BB
2.20 2.40 2.60
43.0 o
87.0 m/z 54.95 33.04%
\ \‘ 90 It
O \H‘HH‘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
e
2.20 2.40 2.60
5000 m/z 87.10 25.31%
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 7
73.0 2.20 2.40 2.60
87.0 m/z 41.00 13.58%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS vial : 12  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.
8.069 10.32 ng 696553 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53

Abundance Scan 1017 (8.069 min): BF125428.D\data.ms (-1013) (-) m/z 57.00 100.00%
57.0

5000 L
R RRRRRE S
390 75"0 1010 1310 7.80 8.00 8.20 8.40
0 "‘_"m‘uu‘Mwlu_“h;hm_m_m‘m m/z 45.80 92.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L L L B I B LI
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00  31.47%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R RRERREEIES
7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 15.84%
29.0 75.0
100.0
0 Lt T 320 aeso
miz--> 40 60 80 100 120 140 160
Abundance #38409.EthanoL 2-[2-(2-methylpropoxy)ethoxy]- A A RARaR R
45.0 7.80 8.00 8.20 8.40
m/z 75.00 15.19%
5000
89.0
27,0
P Lmo | 150 1o
(LR W‘_m_m_m_m_w N SRR SEREES
m/z--> 20 40 100 120 140 160 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@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS vial : 12  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 Anthracene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.916 2.19 ng 169041  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
Abundance Scan 1671 (11.916 min): BF125428.D\data.ms (-1667) (1  m/z 192.10 100.00%
192.1
5000
94.5 165.1 ‘12‘00‘
60.0 ‘{ 139.0 " : o
Ottt et e e m/z 191.10  55.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
5000

L
12.00
m/z 189.00  29.54%
83.0 165.0
0l15.0 390 61.0 "|'° 115.0139.0 |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
e
12.00
5000 m/z 196.00  15.81%
94.0 165.0
0 39.0 630 | M 116-013‘9'0‘” h“ L
R R T R B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl- 4
192.0 12.00
m/z 193.05 13.52%
5000
165.0
o008, 880 B0 B0l el VY
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS vial : 12  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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 5.31 ng 408748  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 1674 (11.933 min): BF125428.D\data.ms (-1672) (1 m/z 60.00 100.00%

60.0
5000 129.1
g 213.2
185.1 T
‘ ‘ ‘ ” ‘ 157.1 ‘ 256.1 12.00
0“wu‘ﬂh‘w“ﬂwudmﬂbUNWWMuvmkﬂmﬂﬂuﬂwﬂ‘wu‘hu m/z 43.00  96.08%

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

5000 256.0 T
129.0 12.00
213.0 m/z 73.00 95.13%
L) HH 157.0185.0
O\H’\l\\‘}‘\\”\”\”M\M\H“‘H‘”‘M\H\‘H‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
1 T ‘ T
12.00
5000 129.0 m/z 57.00 89.02%
199.0
Lk e LT
SR IF) 0 R
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.00 74.70%
5000 129.0
185.0
H 228.0
O%ﬁﬂW“MNJWmNk%“ﬂuhhwhﬁumHMHW‘HWWHM‘HM‘ —
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00

8270-BF081821.M Mon Sep 13 04:20:09 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS vial : 12  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 1H-Cyclopropa[l]phenanthren... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.022 3.46 ng 266227  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 70
5 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 70
Abundance Scan 1689 (12.021 min): BF125428.D\data.ms (-1686) (1  m/z 192.05 100.00%
192.1
5000
94.5 165.1 o !
63. 139.0 .
oHw‘“3‘9‘9"‘_m“MMHWme‘:‘”s_ g m/z 191.85  68.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 0 ‘
12.00
165.0 m/z 189.00  68.00%
o 300 630 90 1390 | w
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0
1200
5000 m/z 190.10 57.22%
165 0
0 39.0 63.0 96 0 139.0 ‘
H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H““““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67029: Anthracene, 1-methyl- P ‘ﬁMﬁT
192.0 12.00
m/z 94.50  21.48%
5000
82.0 165.0
0.18.0 390 610 | ]| 11501390 |

m/z--> 20 40 60 80 100 120 140 160 180 200 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS vial : 12  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 11H-Benzo[a]fluoren-11-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.904 4.69 ng 349636 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 76
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 64
3 o-Terphenyl 230 C18H14 000084-15-1 50
4 .delta.(supl),.alpha.-Acenaphthe... 230 C15H6N20 014619-86-4 47
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 47

Abundance Scan 2009 (13.904 min): BF125428.D\data.ms (-2004) (-  m/z 230.10 100.00%
230.1

-

5000 57.0
97.0
202.0
14.00
149.0
0 2830wz s57.05  42.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 T
14.00
101.0 200.0 m/z 55.00  38.59%
so || a0 ||
O\’\\\\‘\\\\‘\\\‘\‘\\\\“‘\\\\‘\\\\[VV‘!!’\\\H}‘\\\\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
—r
14.00
5000 ITI/Z 83.05 33.56%

500 1010 1500 ‘h‘ |

m/z--> 20 40 60 80 100120140160180200220240260280

o
N
o
o

Abundance #111842: o-Terphenyl
230.0 14.00
m/z 43.00 33.15%
- MM#AMMWWMI\WWWMJMJMM
39.0 101.0 165.0 2000
0 S RRRAR RN RAY —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS vial : 12  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 4
R.T. EstConc Area Relative to ISTD R.T.
15.421 5.15 ng 268988 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Perylene 252 C20H12 000198-55-0 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91

Abundance Scan 2267 (15.421 min): BF125428.D\data.ms (-2263) (-1 m/z 252.05 100.00%

252.1
5000
=
125.1 15.50
ol A0 870 j i 1780 2219 || 2921 ./, 259,05  29.70%
miz--> 50 100 150 200 250
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
15.50
m/z 253.10  23.52%
125.0
ol 50.0 830 | 1740 2220 |
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
miz--> 50 100 150 200 250
Abundance #138563: BenzolKk]fluoranthene
252.0
T
15.50
5000 ITI/Z 125.05 10.41%
126.0
L e [ S B B e B B T B
miz--> 50 100 150 200 250
Abundance #138552: Perylene T
252.0 15.50
m/z 251.10 9.86%
5000
126.0
0 50.0 87.0 \H 174.0 222.0 M ;
T T B e e B AL L — ‘
m/z--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125428.D

Acqg On : 10 Sep 2021 17:26
Operator : JU/CG

Sample : M3693-01

Misc :

ALS Vvial : 12  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... 2.199 25. ng 1326570 6.886 1025400 20.

9 1 0
Ethanol, 2-(2-b... 8.069 10.3 ng 696553 2 8.169 1349560 20.0
Anthracene, 2-m... 11.916 2.2 ng 169041 4 11.410 1540510 20.0
n-Hexadecanoic ... 11.933 5.3 ng 408748 4 11.410 1540510 20.0
1H-Cyclopropa[l... 12.022 3.5 ng 266227 4 11.410 1540510 20.0
11H-Benzo[a]flu... 13.904 4.7 ng 349636 5 14.057 1491630 20.0
Benzo[e]pyrene 15.421 5.2 ng 268988 6 15.551 1044790 20.0
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