LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57819.D

Acqg On : 22 Jun 2023 22:21
Operator : CG/JU

Sample : 03302-03

Misc :

ALS vial : 6 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-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57819.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.027 323 330 337 rBV 285103 409873 18.59%  3.540%
2 5.491 402 409 420 rVB 539700 820237 37.20% 7.085%
3 7.078 671 679 691 rBV 564883 948148 43.00%  8.190%
4 7.918 816 822 831 rBV 114123 190940 8.66% 1.649%
5 9.081 1012 1020 1029 rBV 312632 536949 24.35% 4.638%

6 10.721 1292 1299 1308 rBV 172033 296471 13.44%  2.561%
7 13.177 1710 1717 1724 rBV 807080 1239386 56.21% 10.705%
8 14.551 1945 1951 1959 rVB 278918 442923 20.09%  3.826%
9 15.909 2175 2182 2190 rVB 178629 247989 11.25%

10 16.038 2197 2204 2214 rBV 807919 1190182 53.97% 10.280%
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11 16.473 2271 2278 2283 rVB 37267 52355 2.37%
12 17.295 2412 2418 2429 rVB 412822 618285 28.04%
13 18.188 2563 2570 2582 rBV 93519 159449  7.23%
14 19.463 2783 2787 2792 rBV2 18680 28603 1.30%
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15 19.916 2858 2864 2869 rBV 1652375 2205116 100.00% 19.047%
16 20.715 2995 3000 3004 rBVv4 17530 23839 1.08% 206%
17 21.161 3071 3076 3079 rBV 27327 53146  2.41% 459%

18 21.202 3079 3083 3092 rVV2 172450 303583 13.77%
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19 21.285 3092 3097 3103 rVB 107801 148408 6.73% 282%
20 21.549 3135 3142 3150 rBV = 428779 690728 31.32% 966%
21 21.749 3172 3176 3182 rVB3 22290 30097 1.36% ©.260%
22 22.348 3272 3278 3286 rBV5 22286 49522 2.25% 0.428%
23 23.024 3388 3393 3396 rBv4 14544 25431 1.15% 0.220%
24 23.811 3523 3527 3533 rVB6 13689 23938 1.09% ©0.207%
25 24.692 3667 3677 3691 rVB 264294 772134 35.02% 6.669%
26 25.962 3887 3893 3903 rVB5 24928 69763 3.16% ©.603%

Sum of corrected areas: 11577495
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57819.D

Acqg On : 22 Jun 2023 22:21
Operator : CG/JU

Sample : 03302-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057819.D\data.ms
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Abundance TIC: BG057819.D\data.ms
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1400000
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800000 13.177 16.038
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Abundance TIC: BG057819.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57819.D

Acqg On : 22 Jun 2023 22:21
Operator : CG/JU

Sample : 03302-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.027 42.93 ng 409873  1,4-Dichlorobenzene-d4 7.918

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 330 (5.027 min): BG057819.D\data.ms (-323) (-) m/z 42.95 100.00%
43.0
59.0
5000
1010 UL R R R R R
4.80 5.00 5.20 5.40
‘ ‘ 83.0 .
ottt e e e e e e m/z 59.00 62.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LB B B I IR AN L
4.80 5.00 5.20 5.40
101.0 m/z 58.00 18.48%
0 29'\0 L m‘ 837'0
H‘HH‘HH‘HH‘\H\‘\\H‘HH‘\H\‘HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
4.80 5.00 5.20 5.40
5000 41.0 m/z 101.00 18.10%
WAL e
0 H‘mW‘;‘1_‘H‘;1‘”‘_u‘!“m“%‘3:9_H‘wm_m,w_ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol R EE ARy
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.03%
5000
27.0 41.0 83.0
101.0
0 H‘mW‘:1_m‘iEMMW!HmmymW:H‘mw“m,;w‘l‘?‘?:gu DS B S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57819.D

Acqg On : 22 Jun 2023 22:21
Operator : CG/JU

Sample : 03302-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.909 11.20 ng 247989  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C10 000936-59-4 47
3 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
4 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
5 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 47
Abundance Scan 2182 (15.909 min): BG057819.D\data.ms (-2175) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
——
| | 1520 | 16.00 ]
o+t e e e e ey m/z 77.00 61.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 LN
16.00
510 m/z 182.00  52.07%
0 271.0 L 152.0 |
\\\‘\\\\“\\\\’\\\”\‘\\\\‘\\\\‘\\\\’\\‘1‘\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl-
105.0
S
16.00
5000 77.0 m/z 51.80 26.85%
51.0
27.0
L 1330 1680
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl- e
105.0 16.00
m/z 181.00 8.98%
5000 77.0
51.0
ol 270 \ 231.0
R L o B R P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57819.D

Acqg On : 22 Jun 2023 22:21
Operator : CG/JU

Sample : 03302-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.188 5.16 ng 159449  Phenanthrene-die 17.295
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 15

Abundance Scan 2570 (18.188 min): BG057819.D\data.ms (-2563) (- | m/z 60.00 100.00%
.0

60
5000
1291
213.1

7.0 T
M‘g ‘ 171.1 256.1 18.00 18.50
ok : ‘ ‘H‘u L, \“\\h“\ \M‘ L

MNW‘\\ e B AR m/z 73.00 93.07%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0

5000 iy =
129.0 18.00 18.50
213.0 m/z 43.00 90.68%
‘ M ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M“ | “whh“\ \M Ll gl | “‘ “‘ “‘u\‘ A L‘ . “ ——
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
i _—
18.00 18.50
5000 129.0 ITI/Z 57.00 81.07%
‘ 199.0 2420
0L— ‘\‘ W ‘H‘M W “\m‘ Mhu\ M‘ u} “‘1‘5?9 ;“ ‘i L “\ —
m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid Ayt =
2
43.0 73.0 18.00 18.50
m/z 55.00 72.96%
5000 129.0
171.0
gL T
0l— ‘\‘ H‘H‘d h““\ “\‘H“\ {‘H\‘h} ‘\ ‘m\‘ I “‘ ‘ “‘ — oty ety
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57819.D

Acqg On : 22 Jun 2023 22:21
Operator : CG/JU

Sample : 03302-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.202 8.79 ng 303583 Chrysene-d12 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3083 (21.202 min): BG057819.D\data.ms (-3079) (- | m/z 57.00 100.00%

57.0
97.0
5000
L
|

21.00 21.50

ol A AALLITRY 21002480 sser Tl oo gg oy
mi/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
97.0
5000 = P

21.00 21.50
m/z 43.00 75.01%

39.0
| ‘u“ M Ll % p 1800 2380 2050
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate

57.0

e T
or.0 21.00 21.50

5000 m/z 83.05 68.26%

39.0

oL LT 90 1020 200 2820 530
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene

gy ey
55.0 21.00 21.50

m/z 97.05 59.58%

97.0
5000
o140, ‘\H“‘H“ \‘L 1390 1810 308.0

\\\‘\\ \\\\“\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\ [\

m/z--> 50 100 150 200 250 300 350 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57819.D

Acqg On : 22 Jun 2023 22:21

Operator : CG/JU

Sample : 03302-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
: 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 Diethylene glycol dibenzoate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.285 4.30 ng 148408  Chrysene-di12 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 52
4 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 38
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 35

Abundance Scan 3097 (21.285 min): BG057819.D\data.ms (-3092) (- | m/z 105.00 100.00%

105.0
149.0
5000
51.0 207.0 2100 2150
Ot 2070 2830 3260 .7 149.00  78.31%
miz--> 50 100 150 200 250 300
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000
2100 2150
m/z 76.95 40.85%

51.0
o7 1] 192.0
\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0
——

21.00 21.50
5000 m/z 51.00 10.54%
51.0
0 LI “ \h \“‘\ 5 T b J \‘\ T \2‘1\1.\0\ T \2\87\(‘) T
miz—-> 50 100 150 200 250 300 A
Abundance #27263: 2-(2-Carboxyvinyl)pyridine, trans ey
104.0 149.0 21.00 21.50

m/z 106.00 7.85%

5000

51.0
0 | ‘ /\I\A

m/z--> 50 100 150 200 250 300 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57819.D

Acqg On : 22 Jun 2023 22:21
Operator : CG/JU

Sample : 03302-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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-Pentanone, 4-... 5.027 42.9 ng 409873 1 7.918 190940 20.0
Benzophenone 15.909 11.2 ng 247989 3 14.557 442923 20.0
n-Hexadecanoic ... 18.188 5.2 ng 159449 4 17.295 618285 20.0
Dichloroacetic ... 21.202 8.8 ng 303583 5 21.549 690728 20.0
Diethylene glyc... 21.285 4.3 ng 148408 5 21.549 690728 20.0
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