LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60144.D

Acqg On : 22 Dec 2023 18:52
Operator : MA/JU

Sample : 05897-22

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-BG122123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60144.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.156 8 11 24 rVB 144710 281536 2.50% 0.525%
2 4.443 224 230 240 rBV 276833 443730 3.94% 0.827%
3 5.042 327 332 339 rVB 78748 123629 1.10% 0.230%
4 5.512 405 412 432 rBV 1677685 2923993 25.99% 5.449%
5 7.104 675 683 701 rBV 1968442 3574289 31.77% 6.660%

6 7.939 817 825 835 rBV 429521 768228  6.83%
7 9.102 1016 1023 1032 rBV 1003124 1818480 16.17%
8 10.741 1293 1302 1308 rBV 740819 1364722 12.13%
9 10.788 1308 1310 1317 rVB2 72755 129930 1.15%
10 12.398 1579 1584 1593 rVB 112054 193726 1.72%
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R

11 12.621 1616 1622 1629 rBV2 102176 186347 1.66%
12 13.197 1713 1720 1731 rBV 3865225 6064993 53.91% 11.
13 13.896 1832 1839 1843 rBV3 68729 130831 1.16%
14 14.578 1944 1955 1961 rBV 1810686 2854734 25.38%
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N
N
B
X

15 14.971 2017 2022 2028 rBV2 71184 118787 1.06% 221%
16 15.612 2126 2131 2136 rBV2 128839 198725 1.77% ©.370%
17 16.064 2201 2208 2217 rBV 3798884 5886463 52.33% 10.969%
18 16.305 2239 2249 2258 rVB2 213638 460516 4.09%  0.858%
19 16.863 2339 2344 2351 rBv4 83856 136321 1.21% 0.254%
20 17.075 2372 2380 2383 rBV2 88566 136391 1.21% 0.254%
21 17.322 2416 2422 2428 rBV 2727140 4390191 39.03% 8.181%
22 17.815 2501 2506 2512 rBV2 105430 140917 1.25% 0.263%
23 18.215 2568 2574 2588 rBV2 472980 870094 7.73% 1.621%
24 18.509 2620 2624 2628 rBV 101241 116320 1.03% 0.217%
25 19.137 2728 2731 2737 rVB 122999 148249 1.32% ©0.276%

26 19.942 2862 2868 2880 rBV 8570376 11249368 100.00% 20.
27 20.248 2917 2920 2924 rVB 138374 161711 1.44%
28 20.741 3001 3004 3009 rVB 138271 150095 1.33%
29 21.241 3084 3089 3102 rBV3 381979 667464  5.93%
30 21.587 3142 3148 3161 rVB2 2271412 3719824 33.07%
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31 21.781 3177 3181 3185 rVB2 104643 158080
32 22.380 3280 3283 3290 rVB4 107141 186564
33 23.861 3530 3535 3542 rBV3 72064 153824
34 24.760 3679 3688 3702 rVB 1306570 3755603 3

.41%
.66%
.37%
.39%
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Sum of corrected areas: 53664675
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60144.D

Acqg On : 22 Dec 2023 18:52
Operator : MA/JU

Sample : 05897-22

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060144.D\data.ms
8000000
7000000
6000000
5000000
4000000

3000000

2000000 5512 7.104

1000000 9.102 10.741

7.939
156 4443 5049 /L 10l788 1239821

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060144.D\data.ms

19.942
8000000

7000000
6000000
5000000
40000001{13-197 16.064

3000000 17.322

21.587
2000000 14.578

1000000

18.215 21.241
13.896 14971 15612 |16.305 1686275 17.815 | 18.509 19.137 ||20.24820.7417 7" 21781 22.380

L e e i L e S e————

Time--> 13.00 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: BG060144.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\

Data File : BG@60144.D

Acqg On : 22 Dec 2023 18:52
Operator : MA/JU

Sample : 05897-22

Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 2-Propanone, 1l-chloro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.156 7.33 ng 281536 1,4-Dichlorobenzene-d4 7.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1-chloro- 92 C3H5C10 000078-95-5 58
2 Chloroacetamidine 92 C2H5CIN2 020846-52-0 50
3 cis-2-Chlorovinylacetate 120 C4H5C102 103659-54-7 9

090380-52-2 9
004378-70-5 4

4 Acetic acid, chloro-, 1-methylbu... 164 C7H13C102
5 2-Aminoethanesulfonamide 124 C2H8N202S

Abundance  Scan 11 (3.156 min): BG060144.D\data.ms (-8) (-) m/z 43.10 100.00%
43.1

-

5000
A RARA R EEEEEEEE S
| 1074 5 c 3.203.303.403.503.60
Olprrodt 1074 1953 2806 34754106  526¢  y/; 49.00 12.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2703: 2-Propanone, 1-chloro-
43.0
5000 T T T T
3.203.303.403.503.60
m/z 42.10 10.22%
0‘\J\h\\\‘M\\‘\\L‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘

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

i

Abundance #2696: Chloroacetamidine
43.0
RRRARRARSNRRRRRLER AR
3.203.303.403.503.60
5000 m/z 92.00 6.04%
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10444: cis-2-Chlorovinylacetate
43.0 3.203.303.403.503.60
m/z 51.00 5.44%
5000
120.0
0‘H‘uMuk“M‘_“W‘H‘,H‘W“H‘H“_‘H,‘H‘W“w R e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.203.303.403.503.60

8270-BG122123.M Mon Dec 25 03:40:23 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60144.D

Acqg On : 22 Dec 2023 18:52
Operator : MA/JU

Sample : 05897-22

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.443 11.55 ng 443730  1,4-Dichlorobenzene-d4 7.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 78

Abundance Scan 230 (4.443 min): BG060144.D\data.ms (-224) (-) m/z 83.05 100.00%

83.0
5000 K
DRI U S
\ _ 4.20 4.40 4.60 4.80
O} 14892068 3163 455.0 548 /7 s5.05  88.62%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3647: 3-Penten-2-one, 4-methyl-
58.0
5000 T T T T
4.20 4.40 4.60 4.80
“ m/z 98.10  36.44%
0‘\\\‘\'Mf\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
58.0
AU K SO
4.20 4.40 4.60 4.80
5000 m/z 43.10  35.59%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- AR mmmamE R R
83.0 4.20 4.40 4.60 4.80
m/z 39.05 23.16%
5000
15
owwwuwuwu_m_m_m_mwmwumum &w%%wﬂm%w%%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60144.D

Acqg On : 22 Dec 2023 18:52
Operator : MA/JU

Sample : 05897-22

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 unknown5.042 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.042 3.22 ng 123629 1,4-Dichlorobenzene-d4 7.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
3 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 37
4 Tetraglyme 222 C1eH2205 000143-24-8 37
5 3-Octanol 130 C8H180 000589-98-0 33

Abundance Scan 332 (5.042 min): BG060144.D\data.ms (-327) (-) m/z 43.10 100.00%

43.1
5000
O R
‘ 10‘1'0 490.2 4.80 5.00 5.20 5.40
O 21243992 474 )7 59.10  63.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
5000 UL L B L I L
4.80 5.00 5.20 5.40
m/z 58.05 16.22%
0‘\\“!“!”‘"l\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
B RN
4.80 5.00 5.20 5.40
5000 m/z 101.00  15.80%
101.0
O_HM J“““‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #211241: Hexaethylene glycol dimethyl ether
59.0 4.80 5.00 5.20 5.40
m/z 41.10 13.43%
5000
ol | 1N ‘ 147.0 2210
A e e e ST
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60144.D

Acqg On : 22 Dec 2023 18:52

Operator : MA/JU

Sample : 05897-22

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Dodecane, 2,7,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.305 2.10 ng 460516  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 80
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 2249 (16.305 min): BG060144.D\data.ms (-2239) (- | m/z 57.10 100.00%
57.1
5000
‘ ‘ " 160.1 16.00 16.50
o"wJ_"‘J‘Muum‘?‘3‘5“4“‘“?"3‘2‘?‘m“ﬂ?ﬁ‘wﬁﬁ' m/z 71.85 75.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 - ——
16.00 16.50
m/z 43.05 56.84%
0\\J‘\‘[‘1!\'!11‘1!‘:3\.‘\0\‘\1\8\:3\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74016: Tridecane, 4-methyl-
43.0
— o
16.00 16.50
5000 m/z 41.05 23.57%
901550
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74024: Dodecane, 4,6-dimethyl- — —
57.0 16.00 16.50
m/z 85.10 21.80%
5000
1130
miz--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60144.D

Acqg On : 22 Dec 2023 18:52
Operator : MA/JU

Sample : 05897-22

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.215 3.96 ng 870094  Phenanthrene-di10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2574 (18.215 min): BG060144.D\data.ms (-2568) (- | m/z 73.10 100.00%
73.1
- A\kuﬁwwwAm
213.1 e —
m } \ 18.00 18.50
ol H\‘uﬂuw bl 2990 3936 48355440 4/, 6e.05 83.02%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid
73.0
5000 P P
129.0 18.00 18.50
228.0 m/z 43.10  79.37%
0 ‘T“‘I\‘ mm!“!“\““\“\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
e —
18.00 18.50
5000 256.0 ITI/Z 57.10 69.13%
129.0
AL e
o L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid oty s
73.0 18.00 18.50
m/z 55.10 60.61%
5000 129.0
“ ‘ 1850  284.0
o“"Up‘Mw“‘w:Mumww‘\‘,"H_Ww_ww_ SIE RAAL
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60144.D

Acqg On : 22 Dec 2023 18:52
Operator : MA/JU

Sample : 05897-22

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.241 3.59 ng 667464  Chrysene-di12 21.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
3 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 90
4 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 84

Abundance Scan 3089 (21.241 min): BG060144.D\data.ms (-3084) (-~ | m/z 57.10 100.00%

57.1
5000

105.1 21.00 21.50
ob LLULELTL. 2070 2818 3549 4321 537 a3 16 6g.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209740: 1-Docosene
57.0
5000 ‘1‘ ‘ ‘1‘
1bs.o 308.0 21.00 21.50

m/z 71.10 60.23%

0\ T‘\J!JIIWWIH‘}WS'IOW‘I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #265841: Oxalic acid, hexadecyl propyl ester
43.0

21.00 21.50

5000 m/z 55.10 52.88%
269.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194562: Octadecane, 1-(ethenyloxy)- — —
57.0 21.00 21.50

m/z 83.10 47.49%
5000

ow{ 1250 22202810 \/\L

L e e B e e i 7

‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60144.D

Acqg On : 22 Dec 2023 18:52
Operator : MA/JU

Sample : 05897-22

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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|
2-Propanone, 1-... 3.156 7.3 ng 281536 1 7.939 768228 20.0
3-Penten-2-one,... 4.443 11.6 ng 443730 1 7.939 768228 20.0
unknown5.042 5.042 3.2 ng 123629 1 7.939 768228 20.0
Dodecane, 2,7,1... 16.305 2.1 ng 460516 4 17.322 4390190 20.0
Tetradecanoic acid 18.215 4.0 ng 870094 4 17.322 4390190 20.0
1-Docosene 21.241 3.6 ng 667464 5 21.587 3719820 20.0
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