LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

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

Signal : TIC: BF126136.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.416 392 396 403 rVB 87332 99121 2.88% ©0.252%
2 5.045 499 503 510 rVB 135649 159044 4.63% 0.405%
3 5.457 568 573 576 rBV 2880689 2849545 82.94% 7.255%
4 6.469 740 745 748 rBV 3287695 3068905 89.32% 7.814%
5 6.839 805 808 811 rBV 1139850 857434 24.96%  2.183%
6 7.398 899 903 906 rBV 2140447 1977402 57.55% 5.035%
7 8.027 1006 1010 1022 rBV 256185 281401 8.19% 0.716%
8 8.122 1022 1026 1029 rBV 1275525 1096458 31.91% 2.792%
9 9.198 1205 1209 1212 rBV 4317239 3435840 100.00% 8.748%
10 9.739 1297 1301 1304 rVB 53995 45734 1.33% 0.116%
11  9.880 1321 1325 1328 rBV 1488971 1271264 37.00%  3.237%
12 9.910 1328 1330 1333 rVB 124889 91311 2.66% 0.232%
13 10.080 1356 1359 1363 rBV 105749 84029  2.45% 0.214%
14 10.421 1414 1417 1423 rVB 97278 86443  2.52% 0.220%
15 10.663 1454 1458 1462 rBV 2696933 2281798 66.41% 5.810%
16 10.974 1504 1511 1513 rBv4 27083 48029 1.40% 0.122%
17 11.163 1541 1543 1548 rVB 73040 67559 1.97% 0.172%
18 11.210 1548 1551 1557 rVV5 34210 63829 1.86% 0.163%
19 11.257 1557 1559 1564 rVB 72040 62883 1.83% 0.160%
20 11.363 1573 1577 1579 rBV 1708798 1367371 39.80% 3.481%
21 11.386 1579 1581 1584 rVV 1379923 993735 28.92%  2.530%
22 11.433 1584 1589 1593 rVB 264420 272698 7.94% 0.694%
23 11.592 1610 1616 1618 rBV2 146805 150914 4.39% 0.384%
24 11.757 1641 1644 1652 rVB6 33579 56221 1.64% 0.143%
25 11.863 1657 1662 1664 rVV 172324 150277 4.37% 0.383%
26 11.892 1664 1667 1671 rVB 257154 213106 6.20% 0.543%
27 11.939 1671 1675 1677 rBV 87364 73914 2.15% ©.188%
28 11.974 1677 1681 1683 rVV 227398 228606 6.65% 0.582%
29 11.998 1683 1685 1688 rVB 137226 103557 3.01% 0.264%
30 12.163 1710 1713 1714 rBV 122348 110507 3.22% 0.281%
31 12.180 1714 1716 1720 rVB 179125 135683 3.95% 0.345%
32 12.310 1735 1738 1741 rVB2 58389 41480 1.21% 0.106%
33 12.415 1750 1756 1759 rBV 120128 134560 3.92% 0.343%
34 12.451 1759 1762 1764 rVV3 63250 82590 2.40% 0.210%
35 12.498 1767 1770 1776 rVB2 140482 140959 4.10% 0.359%

36 12.574 1780 1783 1787 rVB 1874426 1586401 46.17% 4.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.639 1787 1794 1797 rBV3 43749 66001 1.92% ©0.168%
38 12.668 1797 1799 1801 rVB 59424 43285 1.26% ©.110%
39 12.704 1801 1805 1807 rBV2 55415 70813 2.06% 0.180%
40 12.727 1807 1809 1812 rVB 54279 42827 1.25% 0.109%
41 12.804 1816 1822 1828 rBV 1626703 1643594 47.84%  4.185%
42 12.851 1828 1830 1836 rVB2 92027 101483 2.95% 0.258%
43 12.921 1836 1842 1843 rBV 113075 99228 2.89% 0.253%
44 12.951 1843 1847 1850 rVV 3941771 3171778 92.31% 8.076%
45 13.021 1854 1859 1862 rBV2 118434 195994 5.70%  ©.499%
46 13.110 1871 1874 1875 rBV2 86016 89345 2.60% 0.227%
47 13.133 1875 1878 1880 rVB 131693 140820 4.10% ©.359%
48 13.198 1885 1889 1892 rBV 66471 59177 1.72% ©.151%
49 13.233 1892 1895 1899 rBV 163249 168625 4.91% 0.429%
50 13.327 1908 1911 1914 rBV 94475 74712 2.17% 0.190%
51 13.357 1914 1916 1920 rBV2 91346 98222 2.86% ©.250%
52 13.639 1960 1964 1968 rVB 183807 186362 5.42% 0.474%
53 13.704 1968 1975 1977 rBV5 25901 52350 1.52% ©0.133%
54 13.745 1978 1982 1986 rBV2 116620 168307 4.90% 0.429%
55 13.780 1986 1988 1990 rVV = 121065 95177 2.77%  ©.242%
56 13.804 1990 1992 1996 rvv2 82983 105499 3.07% 0.269%
57 13.845 1996 1999 2002 rVV2 137249 125726 3.66% ©.320%
58 13.880 2002 2005 2010 rVB6 53831 90420 2.63% ©0.230%
59 14.004 2017 2026 2028 rBV2 1393427 1913741 55.70%  4.873%
60 14.027 2028 2030 2033 rVB 653524 482099 14.03% 1.227%
61 14.145 2047 2050 2052 rBV 38218 41812 1.22% ©.106%
62 14.227 2060 2064 2067 rBV2 67056 97164  2.83% 0.247%
63 14.351 2083 2085 2088 rBV3 39986 48373 1.41% 0.123%
64 14.386 2088 2091 2095 rVV 150990 174477 5.08% 0.444%
65 14.421 2095 2097 2100 rVV2 103482 101651 2.96% ©.259%
66 14.480 2104 2107 2110 rVV3 73076 91919 2.68% 0.234%
67 14.515 2110 2113 2115 rVV2 90613 108912 3.17% ©.277%
68 14.533 2115 2116 2120 rVV3 70579 75048 2.18% ©.191%
69 14.586 2123 2125 2129 rVB2 47265 53486 1.56% 0.136%
70 14.692 2139 2143 2146 rBV3 61099 75193 2.19% 0.191%
71 14.792 2155 2160 2162 rBV6 35015 52790 1.54% ©.134%
72 14.862 2168 2172 2179 rBV2 200229 258959 7.54% 0.659%
73 14.945 2184 2186 2190 rVB3 40627 45585 1.33% ©.116%
74 15.039 2198 2202 2206 rBV 598526 994407 28.94%  2.532%
75 15.121 2213 2216 2218 rBV2 34999 47392 1.38% ©.121%

76 15.145 2218 2220 2223 rVB 111492 105994 3.08% 0.270%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

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

77 15.239 2233 2236 2237 rBvV2 40764 42377 1.23% 0.108%
78 15.345 2249 2254 2259 rVB 353885 483635 14.08% 1.231%
79 15.403 2259 2264 2270 rVB 526129 639675 18.62% 1.629%
80 15.468 2270 2275 2278 rBV 930315 1128188 32.84% 2.872%
81 15.498 2278 2280 2287 rVB2 159374 215871 6.28% 0.550%
82 15.945 2352 2356 2360 rVB2 55832 73338 2.13% 0.187%
83 16.374 2426 2429 2436 rVB8 29054 55265 1.61% 0.141%
84 16.450 2438 2442 2445 rBV5 34301 43552 1.27% 0.111%
85 16.739 2485 2491 2492 rBV3 45143 77751 2.26% 0.198%
86 16.915 2516 2521 2531 rvB2 237878 465129 13.54% 1.184%
87 17.092 2547 2551 2556 rVB2 44129 71501 2.08% 0.182%
88 17.150 2557 2561 2566 rBV2 37732 68027 1.98% 0.173%
89 17.356 2589 2596 2604 rVB 171921 362569 10.55% 0.923%
990 17.592 2631 2636 2640 rVB3 37314 74878 2.18% 0.191%
91 17.739 2657 2661 2667 rVB8 20703 45230 1.32% 0.115%

Sum of corrected areas: 39276341
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Nov 2021 20:55

: M4630-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
BF126136.D

Ju/CaG

: 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF126136.D\data.ms

6.469

5.457

7.398

6.839

4.416 5.045

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

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: BF126136.D\data.ms
9.198 12.951

10.663

12.574

11.363

9.880 11{386

8.122

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

8270-BF110321

8.02 114 1
L 9.739910.080 10.421 ﬂ 10.974311636 ffﬁ?f.%% 2
e e A T

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: BF126136.D\data.ms

15.039 1549
40

498 16.915
N 15.45 1616760 16.739 1175q_7739

T ‘ T T ‘ T
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\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 3-Hexen-2-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.416 2.31 ng 99121 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 86
Abundance Scan 396 (4.416 min): BF126136.D\data.ms (-392) (-) m/z 55.10 100.00%
55.1 83.1
5000 43.0
98.1
Raaae e RRRaaEEE T
671 4.00 4.20 4.40 4.60 4.80
0 H“H‘w“H"H\UM‘uWleu‘d‘u‘wpl‘w“uy‘u‘ m/z 83.10 87.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 I L LB B I
98.0 4.00 4.20 4.40 4.60 4.80
15.0 m/z 43.00  45.95%
0.”’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
4.00 4.20 4.40 4.60 4.80
5000 43.0 060 m/z 39.00 29.14%
29.0 '
0 HwmwHmHnu‘mHM:wHH_m,m,w‘,w
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- TENEYNSEMES TV S W
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 98.10 26.08%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
0 m‘H‘H‘HH‘m:;1‘”;‘;‘:1“m‘“;Hu,ulu,um,uu S | E——
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.045 3.71 ng 159044  1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 1,2-Butanediol 90 C4H1002 000584-03-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Acetone 58 C3H60 000067-64-1 12
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 503 (5.045 min): BF126136.D\data.ms (-499) (-) m/z 43.00 100.00%
43.0
59.1
5000
R RRRE e ARR R
1011 4.80 5.00 5.20 5.40
o 83.0 B
0l P m/z 59.18  53.81%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L I IR L
4.80 5.00 5.20 5.40
59.0 m/z 101.10  16.69%
101.
2ro 83.0 0‘ 0
0 \\\’\“w“\w“‘i\\‘i‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #2577: 1,2-Butanediol
31.0 59.0
R RmaE R
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.47%
15.0 ‘ ‘ M
ol ee0
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R REA
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.85%
5000 41.0
126.0
oL 1019
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\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.027 5.13 ng 281401 Naphthalene-d8 8.122

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 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 50

Abundance Scan 1010 (8.027 min): BF126136.D\data.ms (-1006) (-) m/z 45.10 100.00%

45.1
5000

75.0 L L L B L IR

7.80 8.00 8.20 8.40
0 ‘H“““W‘ﬂMm‘WL‘JU}?ﬁE“‘%3}}‘H“““ m/z 57.10 99.39%
miz-> 20 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- k
57.0
5000 VA M M
29.0 7.80 8.00 8.20 8.40
750 m/z 41.10 42.18%

O LI ‘ \‘H“\‘ T “‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

R R RN N R

7.80 8.00 8.20 8.40

5000 m/z 75.00 16.96%
29.0 75.0
100.0
0 Lt T 320 seso
miz-> 40 60 80 100 120 140 160
Abundance #38409.EthanoL 2-[2-(2-methylpropoxy)ethoxy]- R A RES
45.0 7.80 8.00 8.20 8.40

m/z 56.10 16.88%

5000
89.0
27P
119.0 1440

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\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 4 G5H-Indeno[1,2-b]pyridine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.592 2.21 ng 150914  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 94
2 Carbazole 167 C12HSN 000086-74-8 94
3 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 83
4 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 83
5 1-Naphthaleneacetonitrile 167 C12HSN 000132-75-2 72
Abundance Scan 1616 (11.592 min): BF126136.D\data.ms (-1610) (-, m/z 167.10 100.00%
167.1
5000
R T
139.0
11.50
39.0 63.0 835 113.0 )
0 _"w_‘u‘m~wuﬂw"_‘Ju_“ﬁw“‘uw“_“?g§}‘ m/z 166.00  23.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42490: 5H-Indeno[1,2-b]pyridine
167.0
5000
11.50
140.0 m/z 139.00  13.37%
0 A 3?0 IL 6:?0\ 870 11\30 ‘H\ \ ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42483: Carbazole
167.0
11.50
5000 m/z 168.10 12.73%
139.0
290 620 %30 w30 ||
R e o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72635: 9H-Carbazole-9-methanol op [\« L
167.0 11.50
m/z 140.05 11.93%
5000
84.0 139.0
050 0 a0 7| .
A L N A A D
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.863 2.20 ng 150277  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94

Abundance Scan 1662 (11.863 min): BF126136.D\data.ms (-1657) (1  m/z 192.10 100.00%

192.1
5000
165.0 "0 1900
11.50 12.00
63.0 945 139.1
NN 15 S I N 21 e S N m/z 191.10  56.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 — L ‘MN
11.50 12.00
m/z 189.00 26.09%
165.0
0 ‘ 39.0 63.0 9?-0 139.0‘ Lo
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67039: Phenanthrene, 2-methyl-
192.0 }\A/\ﬂ\
— il
11.50 12.00
5000 m/z 196.10  15.28%
94.0 165.0
0 39.0 630 | M 115.0 13‘9'0”\ W
A e L AR
m/z--> 20 40 60 80 100 120 140 160 180 \ ﬂﬂ
Abundance #67024: Anthracene, 2-methyl- — A
192.0 11.50 12.00
m/z 193.05 15.22%
5000
165.0
0150 39.0 620 830 1501300 T A iy
R LR T e R o s
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 6 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.12 ng 213106  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 1667 (11.892 min): BF126136.D\data.ms (-1664) (-] m/z 192.10 100.00%

192.1
5000
165.1 . 7900
11.50 12.00
1 630 9457157 1391
0‘“ga}‘u‘umuﬂu‘W‘}%?&“waww“u‘ﬂhw SRR m/z 191.10 60.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 — L J\J‘\’W
11.50 12.00
010 165.0 m/z 189.00 25.02%
0 39.0 639 | M 115.0 13\9'0\” | A
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67044: Phenanthrene, 1-methyl-
192.0
SR L1 R WAL}
11.50 12.00
5000 ITI/Z 193.05 19.00%
165.0
DR o T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ«
Abundance #67025: Anthracene, 2-methyl- ph o pt o R e
192.0 11.50 12.00
m/z 165.05 14.19%
5000
28.0 63.0 9?.0 139.0 165.0 w
) iR o RSN .M M | M L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.974 3.34 ng 228606  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 46
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42
Abundance Scan 1681 (11.974 min): BF126136.D\data.ms (-1677) (1 m/z 190.10 100.00%
190.1
5000
94.5 165.0 m . o
390 630 1391 | 12.00 .
o] Rt AN (17 T TR B S m/z 189.05  99.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 M T T T '(\A/\M
12.00
63.0 133.0 m/z 192.10  85.53%
28.0 M | 1624
0 \\\‘\1‘\\““\\h\‘\“‘}\}‘H\"\\\wi‘\\‘\\‘\‘\\\‘\‘\\\‘M\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
P
12.00
5000 m/z 191.05 63.43%
94.0
0 390 630 | 137.0 163.0
R R B B R A
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene 1= A
192.0 12.00
m/z 187.00 23.84%
5000
165.0
280 630 00 1390 | M
] S St VRUPIE M i e N | M S ) A 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\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 Cyclopenta(def)phenanthrenone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.498 2.06 ng 140959  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 50
3 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 47
4 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 47
5 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 45

Abundance Scan 1770 (12.498 min): BF126136.D\data.ms (-1767) (| m/z 204.05 100.00%
204.1

5000 1761 AAAAMNAMH
‘ AN A

88.0 150.0 m 12.50

50.1 I, \“\ lys, %59 \‘ H \‘\ 232.C

et g e bl 2952 m/z 176,05 38.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0 J
Ll naon ped L il

5000
176.0 12.50
88.0 m/z 205.00  20.87%

150.0
‘\\\\’\\\6\’2\.\0\“\’\‘\\\"‘\\\]-\2‘2\.\0\\‘\\“\\‘\\\H\“\\\\"\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80073: [1,1'-Biphenyl]-4,4'-dicarbonitrile

o

o

204.0
RLTIA S
12.50
5000 m/z 206.10 17.68%
177.0
0 50n° L 7?\.0 19\20 127'0159'0 \‘\ \H
R R LR A R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80071: [1,1'-Biphenyl]-2,2'-dicarbonitrile JV‘ — ‘A%“TWVM
204.0 12.50

m/z 174.00  14.10%

5000

177.0
280 510 880 = 13701500 | H |

e L e . L
miz—> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.021 2.05 ng 195994  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 95
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 1859 (13.021 min): BF126136.D\data.ms (-1854) (-  m/z 216.10 100.00%
216.1
5000
94.6 189.0 ‘j;‘oo‘ ‘
630 |, 1339 1630 13 .
Ottt el m/z 215.10  83.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 t A \
13.00
m/z 213.00  21.92%
107.0
0 50.0 81.0 | 137.0163.0189.0 ||
\H‘HH‘\H\’\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\H\‘\\\ ‘\\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl- f«
215.0 ]\ Mh
AL
13.00
5000 m/z 217.05 17.98%
95.0 189.0
0 27.0 63.0 \‘ \“1220 163.0 h“ " \M
R AR RRAEEEE s o e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 /U\
Abundance #94567: Pyrene, 2-methyl- all ool L ‘
216.0 13.00
m/z 189.00 12.57%
5000 95.0
189.0
o 530 | |1220 1630 | || .
R Aaasaa e e AR RN R P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS vial : 12  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@ 2-propenamide, 2-methyl-N-[... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.862 4.59 ng 258959  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-propenamide, 2-methyl-N-[4-[(m... 254 C11H14N203S 1000401-43-5 76
2 trans-Farnesol 222 C15H260 000106-28-5 55
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 46
4 1,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 46
5 Farnesol isomer a 222 C15H260 1000108-92-4 43

Abundance Scan 2172 (14.862 min): BF126136.D\data.ms (-2168) (-, m/z 69.10 100.00%

69.1
5000 254.1
o o
121.0 224.1 14.50 15.00
. ‘39“7‘0‘\\“ HMM‘M“W.‘ b - ‘7\7‘0‘ - “\‘H“ - L. ‘29‘2-‘5 m/z 81.00 48.37%
miz--> 50 100 150 200 250
Abundance #139888: 2-propenamide, 2-methyl-N-[4-[(methylsulfonyl)
69.0
5000 175.0 S i
254.0 14.50 15.00
m/z 254.10 38.90%
39.0 107.0
O\ T T ‘\ ‘H\ 1 W T “\ T T T ‘ T \‘\ T ‘ T T T T “‘\ T T T
miz-> 50 100 150 200 250
Abundance #101946: trans-Farneso
69.0
i S
14.50 15.00
5000 m/Z 41.10 34.43%
ot b LG, to0t0102220
miz-> 50 100 150 200 250
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — —
69.0 14.50 15.00
m/z 68.10 14.65%
5000
137.0
o 00 4 (3080177 L tes0
miz--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126136.D

Acqg On : 11 Nov 2021 20:55
Operator : JU/CG

Sample : M4630-06

Misc

ALS Vvial : 12  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|
3-Hexen-2-one 4.416 2.3 ng 99121 1 6.839 857434 20.0
2-Pentanone, 4-... 5.045 3.7 ng 159044 1 6.839 857434 20.0
Ethanol, 2-(2-b... 8.027 5.1 ng 281401 2 8.122 1096460 20.0
5H-Indeno[1,2-b... 11.592 2.2 ng 150914 4 11.363 1367370 20.0
Phenanthrene, 1... 11.863 2.2 ng 150277 4 11.363 1367370 20.0
Phenanthrene, 2... 11.892 3.1 ng 213106 4 11.363 1367370 20.0
Benzaldehyde, 3... 11.974 3.3 ng 228606 4 11.363 1367370 20.0
Cyclopenta(def)... 12.498 2.1 ng 140959 4 11.363 1367370 20.0
11H-Benzo[b]flu... 13.021 2.0 ng 195994 5 14.004 1913740 20.0
2-propenamide, ... 14.862 4.6 ng 258959 6 15.468 1128190 20.0
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