LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57792.D

Acqg On : 21 Jun 2023 20:07
Operator : CG/JU

Sample : 03074-07

Misc :

ALS vial : 9 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: BGO57792.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.494 402 409 419 rVB 646117 981023 35.14% 7.181%
2 7.080 671 679 688 rBv 639895 1085631 38.89% 7.946%
3 7.920 816 822 828 rBV 120508 195894 7.02% 1.434%
4 9.084 1010 1020 1031 rBV 369205 642477 23.02% 4.703%
5 10.723 1292 1299 1307 rBV 179078 311576 11.16%  2.281%

6 13.179 1710 1717 1729 rBV 975248 1514016 54.24% 11.082%
7 14.554 1945 1951 1958 rVB 298321 466167 16.70%  3.412%
8 15.911 2177 2182 2189 rBV 97730 134427 4.82% ©.984%
9 16.040 2197 2204 2212 rBV 906711 1395887 50.01% 10.217%
10 17.297 2412 2418 2426 rBV 459340 676727 24.24%  4.953%

11 18.190 2564 2570 2585 rBv2 93733 160721 5.76% 1.176%
12 19.377 2767 2772 2776 rVB 61114 74472 2.67% ©.545%
13 19.465 2783 2787 2793 rBV3 25304 43889 1.57% 0.321%
14 19.612 2807 2812 2817 rBV 141570 151094 5.41% 1.106%
15 19.730 2828 2832 2836 rVB 29614 38497 1.38% ©.282%
16 19.918 2858 2864 2870 rBV 2144099 2791387 100.00% 20.432%
17 20.447 2951 2954 2958 rVB 40771 44812 1.61% ©.328%
18 20.652 2985 2989 2993 rBV 111460 118898 4.26% ©.870%
19 20.717 2996 3000 3003 rVB 31415 36685 1.31% 0.269%
20 21.169 3071 3077 3080 rBV 52741 104713 3.75% 0.766%

21 21.205 3080 3083 3092 rVV3 177477 376602 13.49%
22 21.287 3092 3097 3106 rVB 216929 317450 11.37%
23 21.551 3135 3142 3149 rBV 483988 759483 27.21%

oo uUINDN
uvi
Ul
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B

24 21.751 3172 3176 3181 rVB 51885 68390 2.45% 501%

25 22.344 3273 3277 3288 rVB2 43134 86826 3.11% 636%

26 23.026 3389 3393 3399 rVB 33301 54737 1.96% 0.401%

27 23.819 3522 3528 3534 rBV2 28258 59984 2.15% 0.439%

28 24.701 3669 3678 3693 rVB2 301727 900993 32.28% 6.595%

29 25.975 3889 3895 3903 rVB6 26630 68628 2.46% 0.502%
Sum of corrected areas: 13662086
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\

BGO57792.D
: 21 Jun 2023 20:07
: CG/JU
: 03074-07
: 9 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->

TIC: BG057792.D\data.ms

5.494 7.080

9.084

7.920 10.723

-

350 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

Time-->

TIC: BG057792.D\data.ms

19.

018

13179 16.040

17.297
14.554

15.911 18.190

07
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

2000000

1500000

1000000

500000

o

Time-->

TIC: BG057792.D\data.ms

24.701

P3.026 23.819 25.975

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57792.D

Acqg On : 21 Jun 2023 20:07
Operator : CG/JU

Sample : 03074-07

Misc

ALS vial : 9 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 1 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.911 5.77 ng 134427  Acenaphthene-di10 14.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-cyanobenzamide 146 C8HEN20 015150-25-1 50
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 50
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
Abundance Scan 2182 (15.911 min): BG057792.D\data.ms (-2177) (1 m/z 104.95 100.00%
105.0
77.0
182.0
5000
51.0 A
16.00
152.0
bbb 200 S m/z 77.00  65.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 LN
16.00
510 m/z 182.00  53.57%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
T
770 16.00
5000 m/z 51.00 24.19%
51.0
0 27.0 126.0 146.0
I B Rt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester T S
105.0 16.00
m/z 50.00 9.37%
77.0
5000
51.0
0L Z10, L L
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57792.D

Acqg On : 21 Jun 2023 20:07
Operator : CG/JU

Sample : 03074-07

Misc

ALS vial : 9 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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.191 4.75 ng 160721  Phenanthrene-di10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2570 (18.190 min): BG057792.D\data.ms (-2564) (- | m/z 43.00 100.00%
43.0 ,73.0
5000
129.1
‘ 1800 1850
Y N— m/z 73.00 95.61%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
2
43.0 730
5000 129.0 !
1&00 1850
171.0 m/z 60.00 93.14%
L mo e
OJ\-\\I:_)\.R‘}H‘“‘HH\“\”\‘\‘H!\H““H‘M‘\‘\‘\\“\\}\“\\H‘\‘H\‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
60.0
2 e P
18.00 18.50
5000 129.0 m/Z 56.95 83.57%
97.0 157.01g5 02130  256.0
I e L N0 T IO Y S T ASARRRRE
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126202: Pentadecanoic acid WNW“AWW“‘ T
43.0 73.0 18.00 18.50
m/z 40.95 69.34%
5000
129.0 242.0
199.0
WG S L
S0} S R S i AP g g TSN WRIY P
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57792.D

Acqg On : 21 Jun 2023 20:07
Operator : CG/JU

Sample : 03074-07

Misc

ALS vial : 9 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 Hexadecanoic acid, 2-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.377 2.20 ng 74472  Phenanthrene-d1e 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 72
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 46
3 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 43
4 Nonane, 2,2,3-trimethyl- 170 C12H26 055499-04-2 43
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 2772 (19.377 min): BG057792.D\data.ms (-2767) (- | m/z 57.00 100.00%
57.0
5000
239.2 = Shh
129.0 ‘ 19.00 19.50
0 mﬁS@ %gﬁﬁ‘ﬂ‘ue \M?%ZP“‘ m/z 56.00 88.47%
miz-> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0
5000
257.0 1900 1950
m/z 43.10 34.36%

o

129
— d“ l | ‘\ ‘H F \h\ . \H\‘ e ‘%7‘\1'9‘ ‘21‘:\3‘0‘ | "\‘ —— ?1“2"(
m/z--> 50 100 150 200 250 300
Abundance
57.0

1&00 1&50
5000 ITI/Z 41.00 28.64%
15.0
0
m/z--> 50 100 150 200 250 300
Abundance #59102: Decane, 2,2,3-trimethyl- = T
57.0 19.00 19.50
m/z 239.20  23.44%
5000
0 244\0“ | 910 1260 169.0
I e e T B A A B R R R S — T
m/z--> 50 100 150 200 250 300 19.00 19.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
BGO57792.D

: 21 Jun 2023 20:07
: CG/IU
. 03074-07

: 9 Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M

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
4 Hexadecanoic acid, butyl ester Concentration Rank 5

Peak Number

000111-06-8 90
031158-91-5 83
000110-34-9 38
037910-65-9 38
040482-05-1 38

R.T. EstConc Area Relative to ISTD
19.612 3.98 ng 151094  Chrysene-di12

Hit# of 5 Tentative ID MW MolForm

1 Hexadecanoic acid, butyl ester 312 C20H4002

2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002

3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002

4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2

5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2

Abundance Scan 2812 (19.612 min): BG057792.D\data.ms (-2807) (- | m/z 56.00 100.00%
56.0
5000
129.0 257.1
' 213.1 ‘ . 19.50 20.00
o ‘m‘ gap, | e PO | L s i a0 55.00%
miz--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 L =
19.50 20.00
m/z 41.00 35.56%
‘ ‘ 129.0 257.0 /
0 \‘\ ‘\‘ T ‘\‘ ‘U‘ \‘%\5‘”‘9\”“\ ‘\ - \‘18\1‘5\0‘2\19\0 ‘\ ““\ T \3‘1\‘2\(
miz--> 50 100 150 200 250 300
Abundance
56.0
T .
19.50 20.00
5000 ITI/Z 43.00 34.55%
o 950 1290 1ac 2570 515
e e e e
miz--> 50 100 150 200 250 300
Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester P ——
57.0 19.50 20.00
m/z 55.00 30.67%
5000
239.0
129.0 L
obng | LU gs0 7" amo | o mize Al
m/z--> 50 100 150 200 250 300 19.50 20.00

8270-BGR61923.M Tue Jun 27 02:35:03 2023
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
BGO57792.D

: 21 Jun 2023 20:07
: CG/IU
. 03074-07

: 9 Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion 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
5 Octadecanoic acid, butyl ester Concentration Rank 6

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
20.652 3.13 ng 118898  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 70
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 38
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 37

Abundance Scan 2989 (20.652 min): BG057792.D\data.ms (-2985) (- | m/z 56.00 100.00%
56.0
5000 MJLN
| ‘ 285 2050 21,00
185.1 241.2 . : :
0 “‘NV‘M %ﬂfwhk‘ ‘ “‘\“u“y‘kuk“‘sgpf m/z 57.00 57.22%
miz-> 50 100 150 200 250 300
Abundance #249005: Octadecanoic acid, butyl ester
56.0
5000 —— ——
285.0 340, 20.50 21.00
0 m/z 43.00 37.36%
185.0 2410‘
O%sm) \\\‘\‘\\\\‘\\\\‘\\\\‘
miz-> 5 100 150 200 250 300
Abundance
56.0
—— —
20.50 21.00
5000 m/z 41.00 32.41%
285.0
129.0
0 93.0 185.0 241.0 340.(
T e e T
miz--> 50 100 150 200 250 300
Abundance #14786: Cyclopentanecarboxylic acid, 2-amino-, trans- T ——
56.0 20.50 21.00
m/z 55.00 31.28%
5000
129.0
ol wd g f b e —
m/z--> 50 100 150 200 250 300 20.50 21.00

8270-BGR61923
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
BGO57792.D

: 21 Jun 2023 20:07
: CG/IU
. 03074-07

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Oxybis(propane-1,2-diyl) di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21169 2.76ng 104713 Chrysene-d12 21.551

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205

000094-03-1 72

2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 72
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 52
4 N-(6-Methoxy-1,3-benzothiazol-2(... 284 C15H12N202S 035353-26-5 35
5 Imidazole, 2-fluoro-1-tribenzoyl... 530 C29H23FN207 1000129-58-6 35
Abundance Scan 3077 (21.169 min): BG057792.D\data.ms (-3071) (1 | m/z 105.00 100.00%
105.0
5000 163.0 M/k
2100 2150
51.0 207.0 : :
ol b 2T 2880 396 )7 163.00  42.46%
miz--> 50 100 150 200 250 300 350
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 e e
21.00 21.50
m/z 77.00 26.58%
o 51.0 207.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
105.0
— =
21.00 21.50
5000 m/z 106.00 7.98%
163.0
51.0
ottt
m/z--> 50 100 150 200 250 300 350
Abundance #38611: Morpholine, 4-phenyl- — —
105.0 21.00 21.50
m/z 50.95 5.27%
163.0
5000
51.0
0‘u‘;‘wwhJ‘HJw‘”HWHH‘HH‘HH_ e Py
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BGR61923.M Tue Jun 27 02:35:05 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57792.D

Acqg On : 21 Jun 2023 20:07
Operator : CG/JU

Sample : 03074-07

Misc

ALS vial : 9 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 7 1-Hexacosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.205 9.92 ng 376602  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 3083 (21.205 min): BG057792.D\data.ms (-3080) (- | m/z 57.00 100.00%

57.0
7.1
5000

T
21.00 21.50

.1 2070 281.0
ol LA g 2401 T 28103409 4300 84.23%
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
570 979
5000 M ——
21.00 21.50

m/z 55.00 74.73%

0 H\‘ L h, “ \H\ i h ‘}‘8‘1‘0 28802920 ‘36‘4‘(
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0

T
21.00 21.50
5000 m/z 83.00 68.67%

125.0
0 167.0 210.0 250.0 293.0 336.0
A e
miz--> 50 100 150 200 250 300 350
Abundance : i

#261457: Heptadecyl trifluoroacetate T :

57.0 21.00 21.50
97.0 m/z 69.00 58.81%
0 \‘ \‘\ I “ \ \h ? 182.0 238 0 283 0 334.0
I e \ LA I B T L B —— L —
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BGR61923.M Tue Jun 27 02:35:05 2023 Page: 9



Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57792.D

Acqg On : 21 Jun 2023 20:07
Operator : CG/JU

Sample : 03074-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk 3k 5K 5k 3 3K 5k 3 5K 5k 3 5K 5k 3 5k 5k 3 3k 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k >k 3k 3k >k 3 3k ok 3k >k >k %k K >k Kk K ok Kk KKk
Peak Number 8 Diethylene glycol dibenzoate Conce

R.T. EstConc Area Relative to IS
21.287 8.36 ng 317450  Chrysene-d12
Hit# of 5 Tentative ID MW MolForm

1 Diethylene glycol dibenzoate 314 C18H1805
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403
3 7-Methoxy-2-phenyl-1,3-benzoxazo... 250 C15H10N202
4 v
5N

arch Compound Report

BGO61923.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 2

D R.T.

000120-55-8 90
1000156-71-2 83
1000436-00-1 35

inyl benzoate 148 C9H802 000769-78-8 35
- (Methoxymethyl)benzamide 165 C9H11NO2 013156-28-0 35
Abundance Scan 3097 (21.287 min): BG057792.D\data.ms (-3092) (- | m/z 105.00 100.00%
105.0
149.0
5000
51.0 179.0 2100 2150
.0 212.9 281.( o
Obrrrprrrpreb e e e b 2790 212.9 2810 s 149 00 76.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000
2100 2150
m/z 77.00 1.20%
51.0
ols0 | | 179.0
\H‘H\\‘\H\’\\H‘\\H‘HH‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
149.0
105.0
2100 2150
5000 ITI/Z 51.00 %
45.0
0 76.0
T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #135714: 7-Methoxy-2-phenyl-1,3-benzoxazole-5-carbon ‘
105.0 2100 2150
m/z 150.00 7.88%
5000
51.0 250.0
) SN R N M- —= < A
m/z--> 20 40 60 80 100120140160180200220240260280 2100 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57792.D

Acqg On : 21 Jun 2023 20:07
Operator : CG/JU

Sample : 03074-07

Misc

ALS vial : 9 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 9 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.345 2.29 ng 86826  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Tetratetracontane 619 C44H99 007098-22-8 87
Abundance Scan 3277 (22.344 min): BG057792.D\data.ms (-3273) (- | m/z 57.00 100.00%
57.0
2000 ’—\/L
22‘0(5 ‘22‘50‘
13.0 207.0 . .
0ber u‘“‘u “‘ okl 2829 3400 /7 43.00  64.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 — ——
22.00 22.50
m/z 71.00 58.97%
ol ‘ | 1130 160.0 225.0 281.0 337.0 394.0
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— —
22.00 22.50
5000 m/z 85.00 44 .17%
113.0
0 169.0 2250  309.0 365.0 437.
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane — T
57.0 22.00 22.50
m/z 55.00 24.79%
h WVW/\WWNW
13.0
ol LT 90 250 2e0  so0
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062123\
Data File : BG@57792.D

Acqg On : 21 Jun 2023 20:07
Operator : CG/JU

Sample : 03074-07

Misc

ALS vial : 9 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|
Benzophenone 15.911 5.8 ng 134427 3 14.554 466167 20.0
Tridecanoic acid 18.191 4.8 ng 160721 4 17.297 676727 20.0
Hexadecanoic ac... 19.377 2.2 ng 74472 4 17.297 676727 20.0
Hexadecanoic ac... 19.612 4.0 ng 151094 5 21.551 759483 20.0
Octadecanoic ac... 20.652 3.1 ng 118898 5 21.551 759483 20.0
Oxybis(propane-... 21.169 2.8 ng 104713 5 21.551 759483 20.0
1-Hexacosene 21.205 9.9 ng 376602 5 21.551 759483 20.0
Diethylene glyc... 21.287 8.4 ng 317450 5 21.551 759483 20.0
Octacosane 22.345 2.3 ng 86826 5 21.551 759483 20.0
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