LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60210.D

Acqg On : 3 Jan 2024 2:36
Operator : MA/JU

Sample : 05897-24

Misc :

ALS Vvial : 23  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-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60210.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.155 9 11 20 rVB3 84827 129067 1.19% 0.213%
2 4.442 224 230 238 rBvV 133837 226626 2.09% 0.374%
3 5.035 325 331 339 rBV 299511 436550 4.03% 0.721%
4 5.511 405 412 423 rBV 3237806 5131762 47.38% 8.478%
5 7.098 674 682 699 rBV 2974080 5105920 47.14%  8.435%

6 7.938 815 825 835 rBV 700863 1230785 11.36%
7 9.095 1015 1022 1031 rBV 1619860 2920531 26.97%
8 10.741 1293 1302 1314 rBV 998578 1843904 17.03%
9 13.197 1712 1720 1734 rBV 4961187 7624404 70.40% 12.
10 14.577 1946 1955 1961 rBV 1861449 2965232 27.38%
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i
o
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11 16.064 2199 2208 2217 rBV 3890703 6031106 55.69%
12 16.305 2240 2249 2257 rVB3 129141 262574  2.42%
13 17.321 2416 2422 2434 rBV 2595107 4082335 37.69%
14 17.697 2481 2486 2490 rBV 125646 176165 1.63%
15 18.214 2567 2574 2585 rBV2 372424 671765 6.20%

PO ® LV
N
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16 18.637 2642 2646 2651 rBV2 108445 128312 1.18%
17 19.942 2862 2868 2880 rBV 8104033 10830424 100.00% 17.
18 20.247 2917 2920 2925 rVB2 96218 128075 1.18%
19 21.234 3083 3088 3097 rBV2 547248 840151  7.76%
20 21.587 3142 3148 3168 rVB2 2598360 4343845 40.11%

NPFRPONO®
N
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21 21.781 3177 3181 3188 rBV3 95123 141488
22 22.380 3279 3283 3290 rBv4 79078 121598
23  23.249 3426 3431 3438 rVB2 93438 180567
24 23.855 3530 3534 3540 rVB3 66048 120091
25 24.225 3591 3597 3605 rBv4 76686 194946
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26 24.765 3678 3689 3701 rBV 1544887 4518455 41.72%
27 25.488 3805 3812 3818 rBV9 58367 142821 1.32% 0.236%
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Sum of corrected areas: 60529499
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60210.D

Acqg On : 3 Jan 2024 2:36
Operator : MA/JU

Sample : 05897-24

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060210.D\data.ms
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1000000 7.938 10.741
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Abundance TIC: BG060210.D\data.ms
8000000 19.942

7000000

6000000

5000000{13-197

4000000 16.064
3000000 17.321 21.587
2000000 14.577

1000000 21.234
6.305 17.697 18)2&%?‘.937 20.247 1.]%80
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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: BG060210.D\data.ms
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7000000
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5000000
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3000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60210.D

Acqg On : 3 Jan 2024 2:36
Operator : MA/JU

Sample : 05897-24

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 unknown3.155 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.155 2.10 ng 129067 1,4-Dichlorobenzene-d4 7.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Aminoethylethyl sulfide 105 C4H11NS 036489-03-9 9

2 4-(Diethylphosphoryl)-4-methylpe... 204 C10H2102P 015090-36-5 9

3 2-Chloroethanol 80 C2H5CI10 000107-07-3 9
4 2-Propanone, 1-chloro- 92 C3H5CI10 000078-95-5 9

5 Propanoyl chloride 92 C3H5C10 000079-03-8 5
Abundance  Scan 11 (3.155 min): BG060210.D\data.ms (-9) (-) m/z 43.10 100.00%

43.1

5000

15082071 2811 3544 4104  ac8 3.203.303.403.503.60
ol 960 154.8207.1 2611 3544 4194 498. .., 75 1p  26.62%

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

o

Abundance #5554: 2-Aminoethylethyl sulfide
30.0
5000 UL R A R R
3.203.303.403.503.60
m/z 49.00 11.85%
| llO?O
O’\‘J\‘\‘m‘h\l\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #79369: 4-(Diethylphosphoryl)-4-methylpentan-2-one
43.0

106.0

3.203.303.403.503.60
5000 m/z 45.10 8.21%

175.0

oh Ml

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

Abundance #1195: 2-Chloroethanol e AALBRRNERARE SRS AT
31.0 3.203.303.403.503.60
m/z 42.10 8.15%
5000
o,ﬂ“ REEE A i A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG@60210.D

Acqg On : 3 Jan 2024 2:36

Operator : MA/JU

Sample : 05897-24

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 2 Cyclohexane, methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.442 3.68 ng 226626 1,4-Dichlorobenzene-d4 7.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 86
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 80
4 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 78
Abundance Scan 230 (4.442 min): BG060210.D\data.ms (-224) (-) m/z 83.05 100.00%

83.0
5000

‘ 206.5 - ‘ 4.20 4.40 4.60 4.80
B9 | 198.7 2009 2811 | ST18  44d. ... s5.05  82.27%

miz--> 50 100 150 200 250 300 350 400
Abundance #3754 Cyclohexane, methyl-
83.0

5000 e A e ey
4.20 4.40 4.60 4.80

‘ m/z 98.10  35.34%
I

o

H\M
T T

\
O \‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0
e
4.20 4.40 4.60 4.80
5000 m/z 43.10  34.93%
0
m/z--> 100 150 200 250 300 350 400
Abundance #3566: 3-Hexen-2-one A REEmE TS
83.0 4.20 4.40 4.60 4.80
m/z 39.10 22.55%
) MNNAMMMWWANWWVMNN%N
0 ‘J, R R ERRE R emes
m/z--> 50 100 150 200 250 300 350 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60210.D

Acqg On : 3 Jan 2024 2:36
Operator : MA/JU

Sample : 05897-24

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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.@35 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.035 7.09 ng 436550 1,4-Dichlorobenzene-d4 7.938

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 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 37
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 35
Abundance Scan 331 (5.035 min): BG060210.D\data.ms (-325) (-) m/z 43.10 100.00%
43.1
5000
101.1 TR T T T T
4.80 5.00 5.20 5.40
Ol p 2062 270.9 3417 41514789 sz 59.10  70.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
5000 L L B I LN L
4.80 5.00 5.20 5.40
m/z 101.10 19.00%
O‘\\M‘“l‘l ‘\\l\"\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R RN R
4.80 5.00 5.20 5.40
5000 m/z 58.10 18.90%
101.0
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester A T T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 11.24%
5000
101.0
ow‘ﬂ_uu,‘uu_m,mWm_m_m_m_m‘HH A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60210.D

Acqg On : 3 Jan 2024 2:36
Operator : MA/JU

Sample : 05897-24

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.214 3.29 ng 671765  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Octadecanoic acid 284 C18H3602 000057-11-4 74

Abundance Scan 2574 (18.214 min): BG060210.D\data.ms (-2567) (- | m/z 73.10 100.00%

73.1
5000
129.1

213.1 o ey
18.00 18.50

m }u | ‘ L \ | 2811 355.1 495.2

oMUMu"_‘:u‘-\ww‘Hwwwww_wm m/z 60.10  81.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T

18.00 18.50
m/z 57.05 64.64%

H 213.0
HH[ I\MJ“\“}\‘[\\r\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0
ety

o

18.00 18.50
5000 129.0 m/z 43.10  61.44%
185.0
0”‘5"“L ‘ “i“‘J'H*
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid P T
73.0 18.00 18.50

m/z 55.10  59.50%

5000 129.0
199.0
015-¢L H‘ ’“ J\J d ‘ L \ ‘

m/z--> 0 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\BG010224\
Data File : BGO60210.D

Acqg On : 3 Jan 2024 2:36
Operator : MA/JU

Sample : 05897-24

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.234 3.87 ng 840151 Chrysene-di12 21.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 94
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3088 (21.234 min): BG060210.D\data.ms (-3083) (- | m/z 57.10 100.00%
7.1

5
5000

1%51 2070 28103017 21.00 21.50
Ot Ly 2009 28193417 4515 823- /7 43.10  77.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173731: 3-Eicosene, (E)-
57.0

5000 e e
21.00 21.50
m/z 55.10 76.83%
‘ 1{1%50
O’HH‘\ '\rJ‘“‘rhwg[':\L\Srzwl‘ou\\‘2\\810\'?\\H’HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
T —
21.00 21.50
5000 ITI/Z 69.10 73.09%
LTS 0
I 11 O T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #318054: Nonadecy! pentafluoropropionate Pt e
57.0 21.00 21.50

m/z 83.10 70.97%

5000
125.0
0 “\ } \\‘\ M‘\ JL 11182'0 266.0 412.0

\ L L
L LA B L L L L L L L L L L BN B T

\ T
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\BG010224\
Data File : BG060210.D

Acqg On : 3 Jan 2024 2:36
Operator : MA/JU

Sample : 05897-24

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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|
unknown3.155 3.155 2.1 ng 129067 1 7.938 1230790 20.0
Cyclohexane, me... 4.442 3.7 ng 226626 1 7.938 1230790 20.0
unknown5.035 5.035 7.1 ng 436550 1  7.938 1230790 20.0
n-Hexadecanoic ... 18.214 3.3 ng 671765 4 17.321 4082340 20.0
3-Eicosene, (E)- 21.234 3.9 ng 840151 5 21.587 4343850 20.0
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