LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acqg On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc :

ALS Vvial : 15 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_ G\Methods\8270-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55582.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.337 3 8 14 rBV 338637 589371 20.34% 2.394%
2 3.889 97 102 111 rBV 26327 46300 1.60% 0.188%
3 5.335 342 348 358 rBV 187105 308228 10.64% 1.252%
4 5.805 421 428 440 rBV 1007187 1697250 58.56% 6.894%
5 7.409 693 701 714 rBV 1012601 1831679 63.20% 7.440%
6 8.278 841 849 855 rBV 235608 418325 14.43%  1.699%
7 9.448 1038 1048 1057 rBV 628690 1124434 38.80% 4.567%
8 11.104 1322 1330 1337 rBV 323257 585661 20.21% 2.379%
9 13.519 1734 1741 1749 rVB 1591146 2418414 83.45% 9.823%
10 14.894 1964 1975 1981 rBV 498107 785002 27.09% 3.189%
11 14.959 1981 1986 1992 rVB 37171 58668 2.02% 0.238%
12 15.282 2035 2041 2045 rBvV3 20273 39705 1.37% 0.161%
13 15.928 2147 2151 2158 rVB 44390 72652 2.51% 0.295%
14 16.369 2220 2226 2236 rBV 1250299 1907111 65.80% 7.746%
15 16.598 2262 2265 2269 rVB2 28802 37083 1.28% 0.151%
16 16.933 2314 2322 2327 rBV4 11707 29512 1.02% 0.120%
17 17.362 2390 2395 2400 rBv4 21515 42467 1.47% ©0.172%
18 17.450 2407 2410 2416 rVB 24787 36138 1.25% 0.147%
19 17.632 2434 2441 2445 rBV 562584 896838 30.95% 3.643%
20 17.673 2445 2448 2455 rVWVW 464777 663819 22.90% 2.696%
21 17.767 2458 2464 2469 rVB 137914 217995 7.52% 0.885%
22 18.026 2503 2508 2513 rBv2 29969 40999 1.41% 0.167%
23 18.273 2546 2550 2555 rBvV2 25131 37858 1.31% 0.154%
24 18.490 2582 2587 2593 rBV2 164142 284240 9.81% 1.155%
25 18.549 2593 2597 2603 rVB 74414 116792 4.03% 0.474%
26 18.631 2607 2611 2616 rVB 34357 51804 1.79% 0.210%
27 18.701 2617 2623 2627 rBV3 113306 209365 7.22% 0.850%
28 18.989 2668 2672 2677 rBV 51953 77396  2.67% 0.314%
29 19.407 2739 2743 2748 rBvV2 28470 45435 1.57% 0.185%
30 19.671 2783 2788 2794 rVB 960589 1327672 45.81% 5.393%

31 19.753 2798 2802 2807 rVV3 74148 110564  3.81%
32 20.000 2838 2844 2845 rBV 165233 251927 8.69%
33 20.029 2845 2849 2856 rVB 738941 1126424 38.87%
34 20.217 2875 2881 2886 rBV 2169743 2898156 100.00% 11.
35 20.517 2928 2932 2936 rVB 137101 192947 6.66%
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36 20.611 2945 2948 2953 rBV 125337 168457 5.81% ©.684%
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LsC

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acqg On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS vial : 15

Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

Filtering:
Min Area:
Max Peaks:
Peak Location:

Area Percent Report

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.539 3102 3106 3110 rVB2 119665 167670 5.79% 0.681%
38 21.927 3164 3172 3178 rBV2 550719 1566220 54.04% 6.362%
39 21.986 3178 3182 3192 rVB 306296 521464 17.99% 2.118%
40 24.266 3564 3570 3578 rBV2 179042 593575 20.48% 2.411%
41 25.206 3723 3730 3746 rVB 165466 515279 17.78% 2.093%

42 25.364 3751 3757 3766 rVV2 175018 508361 17.54% 2.065%

Sum of corrected areas: 24619257
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055582.D\data.ms

2000000

1500000

1000000 5.805 7.409

9.448

500000
B37 11.104

A\¥ 5.335 8.278
3.889 ﬂ
. I

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055582.D\data.ms
20.p17
2000000
13.519
1500000
16.369
19.671
1000000
21.927
17.632
500000 St 17673
206611
767 18
14|95% 282 15.928  |16.596%.933173630)| |18.QB52 74y
O e aE R A B e e e e e e B e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055582.D\data.ms

2000000

1500000

1000000

500000 24.266 25%ﬁ7%iiN,wMN‘vHA”’~AMv\wu%w~N‘#fwNN/\ﬁwAMy\wvvﬁMMA%/\\WMVVMMN"N~MwJ\w¢NW%W¢‘¢<“MW‘vM4%N’h~»wv

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG110922.M Mon Nov 14 10:48:40 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.337 28.18 ng 589371 1,4-Dichlorobenzene-d4 8.278

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance Scan 8 (3.337 min): BG055582.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
‘ ‘ 3.403.503.603.70
O bbb AL wiz a3.00  45.77%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L N N R R R
43.0 3.403.503.603.70
550 87.0 m/z 55.00  32.81%
w0 |
O\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
40 55, 87.0 3.403.503.603.70
5000 ’ m/z 87.05 26.15%
29.0
15.0 M\ ‘ Iy \H
o+t e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RAREamaEETEEE
73.0 3.403.503.603.70
m/z 41.00 14.84%
5000 43.0
58.0
29.0 87.0
0 ‘WmWMMm‘uH_m_m,mw‘“Wm‘m I
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Propylene Glycol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.889 2.21 ng 46300 1,4-Dichlorobenzene-d4 8.278

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 72
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 39
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Methyltartronic acid 134 C4He605 000595-98-2 9

Abundance Scan 102 (3.889 min): BG055582.D\data.ms (-97) (-) m/z 45.00 100.00%

45.0
5000 /&
T T
‘ 61.0 3.60 3.80 4.00 4.20
Ol ot 128 858 1 myz 43.00  17.70%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1085: Propylene Glycol
45.0
5000 UL L B I L L I L
3.60 3.80 4.00 4.20
m/z 61.00 4.87%
31.0
O \\\‘\1?\0\‘ \\\‘\"‘\ T \\‘\‘1\‘\‘5\3\.0\‘\6‘]-‘\.0\\\‘\7\6\.9‘\\\\‘\\
miz--> 10 20 40 50 60 70 80 90
Abundance #1093. (S)-(+)-1,2-Propanediol
45.0
R RARamEa R
3.60 3.80 4.00 4.20
5000 m/z 43.95 4.82%
31.0
e T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol AT RARmEEE R
45.0 3.60 3.80 4.00 4.20
m/z 42.00 3.32%
5000
29.0
oWm;mu\,w\_??»;9?%:9”_?6:-9_”‘,”
m/z--> 10 20 40 50 60 70 80 90 3.60 3.80 4.00 4.20

8270-BG110922.M Mon Nov 14 10:48:41 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.335 14.74 ng 308228 1,4-Dichlorobenzene-d4 8.278

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 348 (5.335 min): BG055582.D\data.ms (-342) (-) m/z 43.00 100.00%
43.0
59.0
5000
T
60 10‘1'0 5.00 5.20 5.40 5.60
0 bl e M/Z 59.00 52.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B R B R
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 101.00 14.86%
O \\\‘\\‘\.\‘\\\ﬁ‘]r\o\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R AARNmmaRE T
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.70%
41.0
29.0 101.0
0o il Al 730 800 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e AREmwEREREEEEE
59.0 5.00 5.20 5.40 5.60
m/z 40.95 8.13%
5000 41.0
29.
87.0
o150 L e
‘H‘H"_‘H"H‘_"W‘H“H‘w“u‘u“_‘u“u‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.490 6.34 ng 284240  Phenanthrene-die 17.632
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 Octadecanoic acid 284 (C18H3602 000057-11-4 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2587 (18.490 min): BG055582.D\data.ms (-2582) (- | m/z 43.00 100.00%
43.0

:

5000
18.50
0 m/z 72.95 97.58%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
5000 129.0 T
18.50
1710 213.0 256.0 m/z 59.95 93.31%
ob— ‘ m\h”w u‘\m \ ‘\\\‘\“ “w‘\““\““““‘
m/z--> 100 150 200 250 300
Abundance #126202: Pentadecanoic acid
43.0
T
18.50
5000 m/Z 41.00 80.61%
1290 242.0
199.0
o HM\ ) MLM 640 |
m/z--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid T
73.0 18.50
m/z 57.00 76.72%
5000
129.0
185.0 228.0
0 HH‘ h” HL it “’\‘h“ “\‘ \‘ ; “\‘ T . ‘ .
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Phenanthrene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.549 2.60 ng 116792  Phenanthrene-di10 17.632
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
Abundance Scan 2597 (18.549 min): BG055582.D\data.ms (-2593) (- | m/z 192.00 100.00%
192.0
o6 M e
63.0 | 150. : :
RS o 0 . 1. o 2951 808 7 191,00 60.02%
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 =
18.50
m/z 189.00 30.08%
27.0 63.0 960 1390 | |
T T \ \ ‘ \ T T T T T T f ‘ T T T ‘ T T L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl-
192.0
RN \
18.50
5000 m/z 165.00 15.24%
o200 P30 1m0 |
e i s
miz--> 50 100 150 200 250 300
Abundance #67042: Phenanthrene, 4-methyl- — ‘
192.0 18.50
m/z 189.95 14.58%
5000
82.0
ol o i ool | A,
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.701 4.67 ng 209365 Phenanthrene-d10 17.632
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 2,2'-Bis(4,5-dimethylimidazole) 190 C1@H14N4 069286-06-2 45
3 Methyl diselenide 190 C2H6Se2 007101-31-7 43
4 Phenol, 4-(2-thienylmethyl)- 190 C11H10e0S 091680-55-6 38
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 32

Abundance Scan 2623 (18.701 min): BG055582.D\data.ms (-2617) (- | m/z 188.95 100.00%
188.9
94.5 =TT 1
ws . | 1m0 m J130 18.50 19.00
ol B B30 2430 2949 355 n/z 100.00  97.98%
m/z--> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 —~ S ——
940 18.50 19.00
4. m/z 191.00  23.66%
o 390 \‘\ 1370, |
\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole)
42.0 190.0
e -
18.50 19.00
5000 122.0 ITI/Z 187.00 20.53%
o))
0 W N —
m/z--> 50 100 150 200 250 300 350
Abundance #64931: Methyl diselenide . fione R
190.0 18.50 19.00
m/z 94.50 18.59%
93.0
5000
29.0 ‘
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52

Operator : CG/JU

Sample : N5509-04

Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Octadecanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
19.753 2.47 ng 110564  Phenanthrene-di0 17.632
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid, 15-bromo- 320 C15H29Bro02 056523-59-2 86
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62

Abundance Scan 2802 (19.753 min): BG055582.D\data.ms (-2798) (- | m/z 43.00 100.00%

I MA
5000 129.0
203.0
284.1 1050 20.00
ml ‘ 352.0 523. 19.50 20.00
0 e \W [ M H‘ﬂlhh‘m‘u‘\‘n‘\m‘ll\HH‘mm‘i‘u‘l” i \mum‘m‘\‘\ N R ERARRRRE m/z 73.00 94.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179090: Octadecanoic acid
43.0
5000 — ——
129.0 19.50 20.00
' . m/z 59.95 80.93%
L T /
O‘\\fl“‘\\IJ\“\Hf‘[lWW\f‘\NW\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #143510: n-Hexadecanoic acid
60.0
s gy
19.50 20.00
5000 129.0 m/Z 57.00 80.35%
”H 213.0
Ol Al "MM\HHum‘\w_Hwwww_m

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #224121: Pentadecanoic acid, 15-bromo- T —
73.0 19.50 20.00

m/z 55.00 77.32%

- e 40 JwMNWJWAMﬂKuwWWwwWA
I

0“‘11‘.‘\‘ ”m‘n \\.l Ll U

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Pyrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.517 2.46 ng 192947  Chrysene-d12 21.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 86
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
Abundance Scan 2932 (20.517 min): BG055582.D\data.ms (-2928) (- | m/z 216.00 100.00%
216.0
‘Y—Y—Y—'—Y—Y—Y—Y—r
430 107.6 20.50
ob A0 1619 [ 2939 3672 43915025 . 515 00  76.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94567: Pyrene, 2-methyl-
216.0
5000 == :
95.0 20.50
m/z 213.00  18.35%
O’l"‘lso.O.“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94572: 11H-Benzo[b]fluorene
216.0
U T
20.50
5000 m/z 217.00 17.91%
107.0
ol 500 | 162.0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94565: Pyrene, 1-methyl- T
216.0 20.50
m/z 107.60  13.21%
5000
95.0
0390 || 1500
R e R AR o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\

BGO55582.D
: 12 Nov 2022 1:52
: CG/JU
: N5509-04
: 15 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.611 2.15 ng 168457  Chrysene-d12 21.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72
Abundance Scan 2948 (20.611 min): BG055582.D\data.ms (-2945) (- | m/z 216.00 100.00%
216.0
= =
50 16a ‘ ‘ 20.50 21.00
0L 520 1] 1639 § 3102 383244315041 . 515 05 93.82%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 = e
20.50 21.00
m/z 213.00 20.947%
107.0
0500 | 1630
\\\‘\\\\‘\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94575: 11H-Benzo[a]fluorene
216.0
= Y
20.50 21.00
5000 m/z 217.00 17.81%
108.0
o500 || 1630 |
R I e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94578: Fluoranthene, 2-methyl- T —
216.0 20.50 21.00
m/z 107.60 12.77%
5000
108.0
0 51[9 I “ \\‘ 1630\\ "
e L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acq On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 unknown21.539 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.539 2.14 ng 167670  Chrysene-d12 21.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Purine-6(1H)-thione, 3,7-dimethy... 228 C7H8N4Se 023663-58-3 47
2 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 46
3 Chrysene 228 C18H12 000218-01-9 38
4 Benz[a]anthracene 228 C18H12 000056-55-3 38
5 Benzo[c]phenanthrene 228 C18H12 000195-19-7 37
Abundance Scan 3106 (21.539 min): BG055582.D\data.ms (-3102) (- | m/z 228.00 100.00%
228.0
57.0
5000
‘ } 1113.0 — ‘
21.50
174, 290.8 76.1 . "
oLy “ A N der I b 014292 819 s 57, 05 82.46%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #109683: Purine-6(1H)-thione, 3,7-dimethylseleno-
228.0
500042.0 —— :
21.50
121.0 m/z 43.00 70.90%
O \“‘m\“}‘\i‘\i\hh““\‘\”“\““‘\\\\i\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109554: Cyclopenta(cd)pyrene, 3,4-dihydro-
228.0
L \
21.50
5000 m/z 226.00 54.55%
114.0
Y SSBED N . T R —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109537: Chrysene =T ‘
228.0 21.50
m/z 227.00 53.11%
5000
113.0
ot 240 ah
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55582.D

Acqg On : 12 Nov 2022 1:52
Operator : CG/JU

Sample : N5509-04

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.337 28.2 ng 589371 1 8.278 418325 20.0
Propylene Glycol 3.889 2.2 ng 46300 1 8.278 418325 20.0
2-Pentanone, 4-... 5.335 14.7 ng 308228 1 8.278 418325 20.0
n-Hexadecanoic ... 18.490 6.3 ng 284240 4 17.632 896838 20.0
Phenanthrene, 1... 18.549 2.6 ng 116792 4 17.632 896838 20.0
4H-Cyclopenta[d... 18.701 4.7 ng 209365 4 17.632 896838 20.0
Octadecanoic acid  19.753 2.5 ng 110564 4 17.632 896838 20.0
Pyrene, 2-methyl- 20.517 2.5 ng 192947 5 21.933 1566220 20.0
11H-Benzo[b]flu... 20.611 2.1 ng 168457 5 21.933 1566220 20.0
unknown21.539 21.539 2.1 ng 167670 5 21.933 1566220 20.0
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