LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25

Operator : JU/CG

Sample : M2535-09

Misc

ALS Vvial : 13  Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124079.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.222 16 23 30 rVvB 395487 493505 30.88% 3.134%
2 5.128 513 517 522 rVB 33081 39201 2.45% 0.249%
3 5.387 558 561 565 rBv2 32312 32716 2.05% 0.208%
4 5.492 575 579 580 rBV 112936 104781 6.56% 0.665%
5 5.516 580 583 587 rVB 1270798 1292066 80.85%  8.206%
6 5.745 620 622 625 rBV 32296 25643 1.60% 0.163%
7 6.416 734 736 739 rBV 76493 67545  4.23% 0.429%
8 6.451 739 742 745 rVB 31776 23323 1.46% 0.148%
9 6.522 745 754 757 rBV 1242339 1323715 82.83% 8.407%
106 6.581 760 764 768 rVB 30531 29164 1.82% 0.185%
11 6.716 784 787 797 rVB 210436 196237 12.28%  1.246%
12 6.892 813 817 824 rBV 477873 390788 24.45% 2.482%
13  6.951 824 827 829 rBV 39148 32373 2.03% 0.206%
14 7.016 834 838 845 rBV 18720 24460 1.53% 0.155%
15 7.069 845 847 852 rVB 33112 27607 1.73% 0.175%
16 7.169 861 864 868 rBV 32987 30139 1.89% 0.191%
17 7.21@ 868 871 873 rBV 43709 32119 2.01% 0.204%
18 7.451 905 912 915 rBV 865427 939140 58.77% 5.965%
19 7.686 949 952 955 rvB 29848 22220 1.39% 0.141%
20 7.910 983 990 994 rBv3 34522 40404 2.53% 0.257%
21 8.175 1026 1035 1037 rBV 524923 465976 29.16%  2.959%
22 8.192 1037 1038 1041 rVB 101020 77631 4.86% 0.493%
23 8.886 1153 1156 1161 rVB 55464 47656 2.98% 0.303%
24  8.986 1169 1173 1177 rVB2 34517 30583 1.91% 0.194%
25 9.251 1213 1218 1221 rBV 2061580 1598083 100.00% 10.150%
26 9.363 1232 1237 1249 rVB 263858 287309 17.98% 1.825%
27 9.639 1281 1284 1288 rVB 172583 129404 8.10% 0.822%
28 9.933 1328 1334 1337 rBV 554948 521283 32.62% 3.311%
29 9.963 1337 1339 1343 rVB 81758 57061 3.57% 0.362%
30 10.133 1365 1368 1372 rVB 73592 61370 3.84% 0.390%
31 10.474 1423 1426 1431 rBV 76746 72804 4.56% 0.462%
32 10.533 1431 1436 1440 rBV3 35167 65968 4.13% 0.419%
33 10.633 1450 1453 1456 rVB 25236 19664 1.23% 0.125%
34 10.722 1463 1468 1474 rBV 940829 934887 58.50% 5.938%
35 11.027 1513 1520 1523 rBV5 17176 23777 1.49% 0.151%
36 11.221 1550 1553 1558 rVB 24543 21058 1.32% 0.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.269 1558 1561 1566 rBV3 18648 27466 1.72% ©.174%
38 11.316 1566 1569 1573 rVB 32827 30277 1.89% ©.192%
39 11.421 1583 1587 1589 rBV 534609 541066 33.86% 3.436%
40 11.445 1589 1591 1594 rVW 696265 499864 31.28% 3.175%
41 11.492 1594 1599 1602 rVB 172159 150052 9.39% ©.953%
42 11.645 1620 1625 1628 rBV2 80373 77354  4.84% 0.491%
43 11.921 1667 1672 1674 rBV 64994 63431 3.97% 0.403%
44 11.951 1674 1677 1680 rVV 110963 110680 6.93% 0.703%
45 11.998 1680 1685 1688 rVV2 40834 44850 2.81% ©.285%
46 12.033 1688 1691 1693 rVvv3 81806 92220 5.77% ©.586%
47 12.057 1693 1695 1699 rVB 41610 37852 2.37% 0.240%
48 12.216 1719 1722 1724 rBV 49245 38778 2.43%  0.246%
49 12.239 1724 1726 1729 rVB2 26674 22122 1.38% 0.140%
50 12.468 1761 1765 1769 rBV2 26088 30739 1.92% 0.195%
51 12.510 1769 1772 1778 rVVé6 35333 74677 4.67% 0.474%
52 12.557 1778 17806 1785 rVB4 28655 32223 2.02% 0.205%
53 12.633 1789 1793 1796 rVV 492060 397988 24.90%  2.528%
54 12.663 1796 1798 1802 rVB3 35467 32878 2.06% ©.209%
55 12.863 1826 1832 1838 rBV2 331458 351296 21.98%  2.231%
56 12.910 1838 1840 1847 rVB5 27637 27751 1.74% 0.176%
57 12.980 1849 1852 1853 rBV 31502 29068 1.82% ©.185%
58 13.010 1853 1857 1860 rVV 1324999 1231719 77.07%  7.823%
59 13.080 1863 1869 1873 rBV5 34576 67663  4.23% 0.430%
60 13.168 1880 1884 1885 rBv4 23569 27146 1.70% 0.172%
61 13.192 1885 1888 1891 rVB 67584 58934 3.69% 0.374%
62 13.257 1897 1899 1901 rBV2 41859 28168 1.76% 0.179%
63 13.292 1901 1905 1909 rVV2 40112 47587 2.98% 0.302%
64 13.415 1924 1926 1930 rBV3 24484 27214 1.70% 0.173%
65 13.574 1949 1953 1955 rBV5 14218 20106 1.26% ©.128%
66 13.698 1971 1974 1978 rBV2 28734 33855 2.12% 0.215%
67 13.810 1988 1993 1996 rBV3 26954 38304 2.40% 0.243%
68 13.904 2007 2009 2013 rVB2 27388 27052 1.69% ©.172%
69 13.957 2013 2018 2028 rBV5 65122 169492 10.61% 1.076%
70 14.062 2028 2036 2039 rBV2 443720 545493 34.13%  3.464%
71 14.086 2039 2040 2043 rVB 134977 97461 6.10% ©0.619%
72 14.168 2049 2054 2057 rBV7 35066 38340 2.40%  0.244%
73 14.286 2071 2074 2078 rBV6 19095 27103 1.70% 0.172%
74 14.451 2099 2102 2105 rVB2 42274 31526 1.97% ©.200%
75 14.533 2113 2116 2121 rBV7 22667 33902 2.12% ©0.215%

76 15.115 2212 2215 2223 rVB 97601 180329 11.28% 1.145%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.227 2231 2234 2238 rVB2 22793 27285 1.71% 0.173%
78 15.427 2264 2268 2273 rVB 55315 77717 4.86% 0.494%
79 15.492 2275 2279 2285 rVB2 82076 100485 6.29% 0.638%
80 15.556 2285 2290 2294 rBV 264183 318821 19.95% 2.025%
81 16.598 2463 2467 2474 rVB3 28216 52184 3.27% 0.331%
82 17.062 2539 2546 2553 rVB3 38962 86793 5.43% 0.551%
83 17.509 2617 2622 2630 rVB3 27473 56384 3.53% ©.358%

Sum of corrected areas: 15745355
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 May 2021 23:25

: M2535-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
BF124079.D

Ju/CaG

: 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124079.D\data.ms
2000000
1500000
5.516 6.522
1000000
7.451
6.892
5000007 5 555
6.716
il ifot| aommn
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\5\.:\'-\2‘8\\5\.\3)‘8\\\\‘\5\-\7\4‘\5\\\‘\\\\‘\\%\A\\\‘8\]\-\\‘\\.\?:‘\\\A\A‘%\?\‘\\\\T\.éf
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: BF124079.D\data.ms
2000000 9.251
1500000
13.010
1000000 10.722
11.445
8.175 9.933 11.421
500000 12.633
9.363
alioz 9.639 11.492 Y .
7.910 8.88686 9 &@.A133 1997835 110201280 11.£451 %%jz@z pupca A 0 REE
Ol — — ¢ ] T e e e e e e e L B I e e S e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF124079.D\data.ms
2000000
1500000
1000000
500000 14.062
14
. ‘5. 16.598 17262 17.509
0 T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T T T ‘ T T T 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\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.222  25.26 ng 493505 1,4-Dichlorobenzene-d4 6.892

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 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 23 (2.222 min): BF124079.D\data.ms (-16) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
T
‘ ‘ 571 220 240 2.60
0“_H‘_H‘_H“1hWNHM‘HWLMW‘HWH‘WH‘WH‘WH‘WHH m/z 43.00 47.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L B
220 240 260
43.0 -
87.0 m/z 55.10 38.53%
29.
0 | oo || |
O H‘HH‘\H\‘\H\‘H\\‘\H‘\‘HH‘\H\‘\\H’HH‘H\\‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A A
220 240 2.60
5000 41.0 55.0 m/z 87.10  30.55%
27.0
gt by 3120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4448: 3-Pentanol, 3-methyl- T
73.0 220 240 2.60
m/z 41.10 17.36%
55.0
5000
87.0
27.0 41#
O\\M\uw\mw\HNMH‘MW‘u\MJ\W\MW\HW\H\MH\M\HM\H e a e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Hexanol, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.128 2.01 ng 39201 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
5 Butane 58 C4H1e 000106-97-8 9
Abundance Scan 517 (5.128 min): BF124079.D\data.ms (-513) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
4.80 5.00 5.20 5.40
1[I 83.1 ;
ot e e m/z 59.10 71.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\n\\’
4.80 5.00 5.20 5.40
101.0 m/z 101.00  23.28%
41.0
O TT ‘]\-\5\.\0‘ \?Z;‘?\ TT \“‘\‘\‘\ T ‘ T \HM i TT \7\‘:‘L\-\0\ \8‘%\.\0\ ‘ TTTT ‘ T ‘ TTTT ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
AR R R
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.76%
59.0
101.0
Ol 70830
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester O RRAREE T AR
43.0 4.80 5.00 5.20 5.40
m/z 41.00 12.06%
5000 57.0
29.0
‘ 101.0
OH‘Hu‘m““uH“MH‘HM‘HH‘m"“H“HH“HHWH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.416 3.46 ng 67545 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 736 (6.416 min): BF124079.D\data.ms (-734) (-) m/z 105.10 100.00%
105.1
5000

R Eas

51.0 771‘ ,o7,  6:006206.406.606.80
o"w‘H‘iuw“m‘_‘mu“‘ww_ww_ww m/z 120.10  31.02%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #9428: Benzene, 1-ethyl-3-methyl-

105.0
5000 ‘\\\\‘\\\/\\‘\\\\/\’\\\\‘\\
6.00 6.20 6.40 6.60 6.80
770 m/z 91.10 15.21%
0270.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0 A
SN 1 WY N
6.00 6.20 6.40 6.60 6.80
5000 m/z 103.00 13.62%
39.0 77.0
o N N Y Y N ———
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl- LT -
105.0 6.00 6.20 6.40 6.60 6.80
m/z 77.10 13.40%
5000
5 77.0 ‘ A/\ A
A LTI T N SO [V 10 B
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.716 10.04 ng 196237 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 81
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 70
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 70
Abundance Scan 787 (6.716 min): BF124079.D\data.ms (-784) (-) m/z 105.10 100.00%
106.1
5000
120.1 ﬂAA
45.0 — ‘A“A,N
‘ 59.0 ‘ 91.0 6.40 6.60 6.80 7.00
Obreprrrerreeperebitentiebdde el ol w2 120010 37.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9401: Mesitylene
105.0
120.0 M A
5000 \/\\‘\u\/\‘uu‘uu,uuf
6.40 6.60 6.80 7.00
m/z 45.00 21.00%
77.0
39.0 91.0
O \\‘]\.\5\.\0‘H\‘\‘HH“‘HH“P\E\)?‘.\O‘\‘\\‘H\‘H‘H\\“H\\‘\Ml\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
6.40 6.60 6.80 7.00
m/z 77.10 14.43%
5000 120.0 /
39.0 77.0 91.0
0 \\‘]\_L\—-)\.\O‘H\HH\\“‘HHN“\\\6‘?\.‘\0\‘H\M‘HH“HH‘\‘\!\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.00 12.21%
120.0
5000
51.0 770 91.0
Qb 210 2D
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzocycloheptatriene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.886 2.05 ng 47656  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
2 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 91
5 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 91
Abundance Scan 1156 (8.886 min): BF124079.D\data.ms (-1153) (-) m/z 141.05 100.00%
141.1
5000
115.0
e R
. 63.0 89.0 8.60 8.80 9.00 9.20
0 wHW‘_H‘M‘wamwuu‘,‘m_mwwmw‘\ ‘m,u m/z 142.00  89.38%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #19230: Benzocycloheptatriene
141.0
5000 R B s e e
115.0 8.60 8.80 9.00 9.20
m/z 115.00  33.62%
39.0 630 g99
0 \‘\\\‘\‘\\\i“\\HU\\H‘1‘\‘\\‘“\\‘i‘\‘H\“\"‘\H\‘HH‘\‘\}\‘HH“HHH ‘M\’H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance  #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0
1150 R R
' 8.60 8.80 9.00 9.20
5000 m/z 139.00 12.12%
39.0 67-0 89.0
O“Hm‘Hm‘wuﬂumﬁhhwmw‘uMMHH‘HH‘MM‘HM‘HH"H,H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- e RARREEEE
141.0 8.60 8.80 9.00 9.20
m/z 63.00 10.99%
5000 115.0
39.0 6%-0 89.0 U
O b prevrprredprereprrer et ettt e prerpdeee EREREEEE S —" L
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.363 11.02 ng 287309  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 78
2 Metacetamol 151 C8HINO2 000621-42-1 53
3 Acetaminophen 151 C8HINO2 000103-90-2 47
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 37
5 3-Hexyne-2,5-diol, 2,5-dimethyl- 142 C8H1402 000142-30-3 32
Abundance Scan 1237 (9.363 min): BF124079.D\data.ms (-1232) (-) m/z 42.95 100.00%
43.0
109.1
5000
151.1
T T T
‘ | 69‘-1 | 9.00 9.20 9.40 9.60
bbb bl b m/z 109.10  56.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \‘\\\\‘\/\\\\‘\\\\‘\\\\‘\
9.00 9.20 9.40 9.60
69.0 m/z 151.05 34.65%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0
R R ARETE o
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.00 23.82%
43.0
80.0
150 | | [ | |
e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen s e
109.0 9.00 9.20 9.40 9.60
m/z 69.10 13.87%
5000 151.0
43.0 80.0
E X N I R S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF051421.M Thu May 27 13:26:42 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl1©.533 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.533 2.53 ng 65968  Acenaphthene-die 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminosalicylic Acid 153 C7H7NO3 000065-49-6 27
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 27
3 Cyclopropanecarboxylic acid, 2,2... 168 C10H1602 033383-56-1 22
4 1(2H)-Naphthalenone, octahydro-4... 168 C10H1602 021766-50-7 22
5 Acetic acid, (4-hydroxyphenoxy)- 168 C8H804 001878-84-8 18
Abundance Scan 1436 (10.533 min): BF124079.D\data.ms (-1431) (- m/z 43.00 100.00%
43.0
109.1
5000 213.2
153.1
69.0
L H\ I \‘ 11 ‘\ \‘ o
0 b O e m/z 109.10  70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26352: Aminosalicylic Acid
109.0
135.0
5000 9.0 1 A ﬁ \
10.50
52.0 m/z 41.00 43.55%
0 \\\‘\\\\‘Hl‘\ ‘H‘\\“\‘UH‘\H!‘\H‘\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
10.50
5000 m/z 213.20 37.93%
69.0
JECEONE J“w : M‘u »‘“u N,‘u‘ Aol g L1 1920
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36560: Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(1-f o ‘ﬂ ‘
109.0 10.50
m/z 57.10 32.77%
5000 67.0
41.0
168.0
T T
XS 1 1 D N O W S
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Phenanthrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.921 2.34 ng 63431  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 1672 (11.921 min): BF124079.D\data.ms (-1667) (-} m/z 192.10 100.00%
1

5000
12.00
50.0 :
o} 2311 m/z 191.10 64.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192.0
12.00
m/z 189.10 29.10%
165.0
5l 390630 960 1300 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54731: Anthracene, 9-methyl-
192.0 M
L
12.00
5000 ITI/Z 193.00 20.91%
96.0
0 39.0 630 1L \“ 139'0‘16\‘5.0‘ Hm
T A R B
miz--> 20 40 60 80 100 120 140 160 180 200 220 M P/\
Abundance #54751: Phenanthrene, 4-methyl- ‘ ﬂ LT LR i
192.0 12.00

m/z 190.10 18.11%

5000

95.0 165.0
63.0 125.0 | f{ﬂ

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Anthracene, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.951 4.09 ng 110680 Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
Abundance Scan 1677 (11.951 min): BF124079.D\data.ms (-1674) (-1 m/z 192.10 100.00%
192.1
5000
() e
164.9
410 630 948 1560 1 12.00 .
Ot ettt e et ol W m/z 191.05 57.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54731: Anthracene, 9-methyl-
192.0
5000 L B e R ’A\"M\
12.00
m/z 189.05 28.16%
96.0 165.0
0 39.0 63 0 I \‘ 139.0 \‘ I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
. / 4 S L
12.00
5000 m/z 193.20 18.81%
165 0
0 39.0 63.0 960 139.0
_"w"H“H“H“_“w“u“u“u“_‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 /\N rA
Abundance #54741: Anthracene, 1-methyl- L ﬂ - WNMJAJ
192.0 12.00
m/z 190.00  14.35%
5000
165.0
0 27.0 63.0 96\0 1390 \‘ T T 11 A A
A A A R R AR AR : S P
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\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.033 3.41 ng 92220  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 43
4 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 33
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 1691 (12.033 min): BF124079.D\data.ms (-1688) (1  m/z 190.10 100.00%
19p.1

5000 M
A Afn A
94.8 AU
165.0 12.00

43.0 6%0 d\“ 1852 | 9

0 i e ST e m/z 189.10  95.86%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0

M/& p

5000 R ‘
12.00
94.0

m/z 191.10 42.68%
390 630 | | 11501370 1630
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene N%
189.0 AJ\M/\N\

o

12.00

5000 m/z 192.10 42.56%
94.0
163.0
1 R S
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- =t ‘

190.0 12.00

m/z 187.10  20.47%

5000
95.0 1340 1620
40.0 75.0 ‘ ‘ ﬂ
S T R P SOPY. WA O T ML
miz-> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF051421.M Thu May 27 13:26:45 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownl12.510 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.510 2.76 ng 74677  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 35
2 4-Bromo-2-fluoroanisole 204 C7H6BrFO 002357-52-0 27
3 Benzene, 1-bromo-4-chloro-2-methyl- 204 C7H6BrCl 014495-51-3 25
4 Piperazine, 1,4-bis(ethylthio)- 206 C8H18N2S2 035242-70-7 22
5 8-Cyano-6,7-dihydro-2-dimethylam... 206 C8H1ON60 077455-10-8 14
Abundance Scan 1772 (12.510 min): BF124079.D\data.ms (-1769) (-] 57.05 100.00%
57.0 206.3
5000
111.2
163.2
i | 1250
oL—A T m/z 206.30  97.56%
mlz--> 50 100 150 200 250 300 350
Abundance #191535: 9,10-Bis(bromomethyl)anthracene
204.0
5000
12.50
101.0 m/z 204.20  82.95%
o510, 1490, | 2830 364
\\\\‘\\\I[T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #64713: 4-Bromo-2-fluoroanisole
204.0
{\MA ;
12.50
5000 m/z 189.10 64.24%
161.0
81.0
310 H ‘
miz--> 50 100 150 200 250 300 350 /L
Abundance #64710: Benzene, 1-bromo-4-chloro-2-methyl- ‘ W\N‘W\‘ = ”A \
125.0 206.0 12.50
m/z 43.05 61.75%
5000
63.0
0 wu-o“ "
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF051421.M Thu May 27 13:26:46 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.080 2.48 ng 67663 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 81
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 68
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 68
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 59
5 6H-Thiazolo[5,4-e]indole, 2,7,8-... 216 C12H12N2S 1000338-32-0 58

Abundance Scan 1869 (13.080 min): BF124079.D\data.ms (-1863) (-  m/z 216.10 100.00%
1

o

5000
13.00
01 m/z 215.20  90.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 o V\A M«‘
13.00

m/z 217.10  25.01%

95.0 189.0
270 630 | j1220 1630 | MH
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74425: Fluoranthene, 2-methyl-
216.0

o

13.00
5000 ITI/Z 213.00 24.61%
108.0
ol 390 740 " "13401630'%0 ||
R T e RARARARES
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 J\ M f\
Abundance #74422: 11H-Benzo[b]fluorene R A“‘
216.0 13.00
m/z 214.20 17.14%
5000
108.0
189.0 ‘
b0 b 20100 | TEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00

8270-BF051421.M Thu May 27 13:26:47 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Fluoranthene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.192 2.16 ng 58934 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 80
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72
5 6H-Thiazolo[5,4-e]indole, 2,7,8-... 216 C12H12N2S 1000338-32-0 72
Abundance Scan 1888 (13.192 min): BF124079.D\data.ms (-1885) (-  m/z 216.10 100.00%
216.1
5000
—4 )\ | Mw i
s0.0 811 " 1511 18?.1 ‘ | 13.00 13.50
O L T S L B AR S L m/z 215.10  74.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74425: Fluoranthene, 2-methyl-
216.0
5000 i /\ ‘ J\‘/\m iy
13.00 13.50
m/z 213.10 19.00%
108.0
oL 300 740 | 13001630 10 ||
‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘!\\!‘\\\\‘\\\ ‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzol[b]fluorene
216.0 J\ M
—LL L ‘Mn‘ il
13.00 13.50
5000 m/z 217.05 16.25%
107.0
0l 280 500 810 |  139.01630 189.0
A H e e e AN B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74423: 11H-Benzo[a]fluorene
216.0 13.00 13.50
m/z 108.10 13.26%
5000
108.0
0. 4108630 163.0 1890
e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Cyclohexadecane, 1,2-diethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.957 6.21 ng 169492 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
2 Carbonic acid, tetradecyl 2,2,2-... 388 C17H31C1303 1000314-56-0 83
3 Cycloeicosane 280 C20H40 000296-56-0 83
4 11-Tricosene 322 C23H46 052078-56-5 80
5 17-Pentatriacontene 491 C35H70 006971-40-0 74

Abundance Scan 2018 (13.957 min): BF124079.D\data.ms (-2013) (- m/z 57.05 100.00%

57.0
97.1
5000
—
ol A m/z 43.05 77.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.C
5000 1
14.00
2510 m/z 55.85  76.06%
O ‘\ \‘ h “ ‘H‘ \H\ ‘ \‘\ \h h 0 2090 \‘\ ‘

T HH‘ \\\‘\\\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘H\\’HH’H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #206361: Carbonic acid, tetradecyl 2,2,2-trichloroethyl es
83.0

%

—r
43.0 14.00
5000 111.0 m/z 83.10 55.75%

m\u\\\“\‘\\”w\ Hﬁ i

B

O iy m‘u‘ ““‘,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127768: Cycloeicosane
53.0 14.00
m/z 69.05 54.69%
97.0
B WMWJ\WW
12 0

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\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.427 4.88 ng 77717 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 87
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 87
3 Perylene 252 C20H12 000198-55-0 81
4 Benzo[e]pyrene 252 C20H12 000192-97-2 81
5 Benzo[a]pyrene 252 C20H12 000050-32-8 74
Abundance Scan 2268 (15.427 min): BF124079.D\data.ms (-2264) (. m/z 252.10 100.00%
252.1
5000 ﬁ
5.2 A is‘so
70.0 160.1 193.2 224.0 280.¢
o‘f‘ﬁ9“””\“;”‘%m”uu!“‘H_wuH_m_m‘W_J“wwm m/z 250.10  32.47%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #104224: BenzolK]fluoranthene
252.0
5000
1550
126.0 m/z 253.0 22.83%
H\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘HH‘HH‘H\\‘\ \‘H\\‘\\
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #104227: Benz[e]lacephenanthrylene
252.0
1550
5000 m/z 251. 12.90%
126.0
0 63.0 990, ‘\\ 174.0 2240 ”H
R R RamARaEa et e SRR AR A EE
m/z--> 40 60 80 100120140160 180 200 220 240 260 280 N
Abundance #104213: Perylene M“‘M‘ i Ly ‘
252.0 15.50
m/z 125.15 10.59%
5000
126.0
oh. 630 99.0, ‘H 1740 2240 | 1 Wl

m/z--> 40 60 80 100120140160 180200 220 240 260 280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Hydrazinecarbothioamide, 2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.598 3.27 ng 52184 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazinecarbothioamide, 2-(1-me... 131 C4H9N3S 001752-30-3 50
2 3-Phenyl-4,5-dimethyl-2,1-oxabor... 202 C13H19BO 1000062-26-1 40
3 5,5-Dimethyl-1,3-dioxane-2-ethan... 274 C14H3003Si 1000364-20-1 40
4 4-(3,4-Dihydroxy-2-oxo-butylamin... 220 C11H12N203 1000188-22-9 36
5 D-(+)-Glucosamine, 0,0,0,0-tetra... 467 C18H45NO5Si4 000035-24-5 33

Abundance Scan 2467 (16.598 min): BF124079.D\data.ms (-2463) (-  m/z 131.05 100.00%

131.1
5000
43.0 750 167.2 207.0 276.9 16.50 17.00
0 Mw\“mu H‘”w‘w‘m‘J‘HWJ‘w"Mw,uhwamHmw,m‘\u m/z 109.20  14.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13808: Hydrazinecarbothioamide, 2-(1-methylethylidene
131.0
5000 570 — —
16.50 17.00
28.0 89.0 m/z 43.00 13.97%
O' ‘\\‘M\‘\\‘H‘H\\‘Hl\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\\H‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #62730: 3-Phenyl-4,5-dimethyl-2,1-oxaborolane
131.0
—r —
16.50 17.00
5000 ITI/Z 105.00 12.49%
91.0
29.0 ‘
SN =" S I S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #122516: 5,5-Dimethyl-1,3-dioxane-2-ethanol, tert-butyldi S i
131.0 16.50 17.00
m/z 69.00 11.88%
5000 101.0
59.0
rrrerr ittt e e e e —— —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124079.D

Acqg On : 26 May 2021 23:25
Operator : JU/CG

Sample : M2535-09

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.222 25.3 ng 493505 1 6.892 390788 20.0
2-Hexanol, 2-me... 5.128 2.0 ng 39201 1 6.892 390788 20.0
Benzene, 1l-ethy... 6.416 3.5 ng 67545 1 6.892 390788 20.0
Mesitylene 6.716 10.0 ng 196237 1 6.892 390788 20.0
Benzocyclohepta... 8.886 2.0 ng 47656 2 8.175 465976 20.0
2,4,7,9-Tetrame. .. 9.363 11.0 ng 287309 3 9.933 521283 20.0
unknown10.533 10.533 2.5 ng 65968 3 9.933 521283 20.0
Phenanthrene, 1... 11.921 2.3 ng 63431 4 11.422 541066 20.0
Anthracene, 9-m... 11.951 4.1 ng 110680 4 11.422 541066 20.0
4H-Cyclopenta[d... 12.033 3.4 ng 92220 4 11.422 541066 20.0
unknownl12.510 12.510 2.8 ng 74677 4 11.422 541066 20.0
Pyrene, 1-methyl- 13.080 2.5 ng 67663 5 14.063 545493 20.0
Fluoranthene, 2... 13.192 2.2 ng 58934 5 14.063 545493 20.0
Cyclohexadecane... 13.957 6.2 ng 169492 5 14.063 545493 20.0
Perylene 15.427 4.9 ng 77717 6 15.557 318821 20.0
Hydrazinecarbot... 16.598 3.3 ng 52184 6 15.557 318821 20.0
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