LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc :

ALS Vvial : 10 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58561.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.386 384 391 403 rBV 637925 1021858 43.16% 6.652%
2 6.984 655 663 675 rBv 643624 1106163 46.72% 7.201%
3 7.812 797 804 813 rBV 201931 337325 14.25% 2.196%
4 8.976 994 1002 1020 rBV 356983 656632 27.74%  4.275%
5 10.615 1272 1281 1291 rBV 274267 506141 21.38%  3.295%
6 13.083 1690 1701 1711 rBV 998400 1612963 68.13% 10.500%
7 13.911 1836 1842 1852 rBV 75946 119625 5.05% 0.779%
8 14.463 1929 1936 1946 rVB 454159 726076 30.67% 4.727%
9 15.198 2055 2061 2066 rBV 49992 67115 2.83% 0.437%
10 15.950 2182 2189 2208 rBV 924708 1461619 61.74% 9.515%
11 16.954 2355 2360 2364 rBV 30055 39330 1.66% 0.256%
12 17.007 2364 2369 2374 rVB2 18347 29906 1.26% 0.195%
13 17.207 2396 2403 2409 rBV 566098 863578 36.48% 5.622%
14 17.695 2481 2486 2493 rVB 40338 49399 2.09% ©0.322%
15 18.094 2549 2554 2569 rBV 263963 461231 19.48% 3.003%
16 18.388 2599 2604 2609 rBV 37971 54948 2.32% 0.358%
17 19.017 2706 2711 2716 rBV2 46637 67385 2.85% 0.439%
18 19.258 2745 2752 2759 rBV2 77760 148251 6.26% ©.965%
19 19.369 2767 2771 2782 rBV2 89209 155047 6.55% 1.009%
20 19.504 2790 2794 2800 rVB 148195 171352 7.24% 1.115%
21 19.593 2806 2809 2813 rBvV2 41853 53930 2.28% 0.351%
22 19.628 2813 2815 2820 rVB3 22914 27639 1.17% 0.180%
23 19.828 2843 2849 2857 rVB 1737235 2367399 100.00% 15.412%
24 20.127 2896 2900 2905 rVB 45401 47980 2.03% 0.312%
25 20.615 2980 2983 2987 rBV2 35694 41002 1.73% 0.267%

26 21.108 3062 3067 3088 rVB3 103821 448875 18.96%
27 21.332 3101 3105 3111 rVB 184774 250159 10.57%
28 21.443 3118 3124 3139 rVB 521226 918855 38.81%
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29 22.201 3248 3253 3257 rBV 50190 76456 3.23% 498%
30 22.554 3309 3313 3324 rVB 130910 220415 9.31% 435%
31 23.611 3489 3493 3502 rVB2 54246 110782 4.68% ©.721%
32 24.516 3638 3647 3659 rVB 368721 1024619 43.28% 6.670%

33 25.568 3821 3826 3836 rVB4 42949 117105 4.95% 0.762%

Sum of corrected areas: 15361160
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058561.D\data.ms

1600000
1400000
1200000
1000000

800000
5.386 6.984
600000

400000 8.976
7.812

10.615
200000

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

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG058561.D\data.ms

19.828
1600000

1400000

1200000

1000000 783 15.950

800000

600000 17.207 21.443

14.463

400000
18.094 21.332

21.10
200000
13911 15.198 k 167 17695 18388 19. NJC%§%%£38}2720615

L R e R

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: BG058561.D\data.ms

1600000
1400000
1200000
1000000

800000

600000
24.516
400000

200000 23.611 25.568

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.094 10.68 ng 461231  Phenanthrene-d10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Undecanoic acid 186 C11H2202 000112-37-8 68

Abundance Scan 2554 (18.094 min): BG058561.D\data.ms (-2549) (- | m/z 60.00 100.00%

60.0
5000
129.0
213.1 -t ‘
157.0185.1 256.1 18.00
[ S— m/z 73.00  98.84%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 - :
129.0 18.00
213.0 m/z 43.00 92.19%
‘ H (ﬂ 157.0185.0 ‘
O :I\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
T \
18.00
5000 129.0 m/z 57.00 81.74%

o

171.0
214.0
150?
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
i i T

Abundance #109279: Tetradecanoic acid T
73.0 18.00
43.0 m/z 55.00  75.49%
5000 129.0
185.0

H 228.0
0]"ﬁ'm‘u‘ﬁ“J“““‘l“w”“‘ﬂ)“H“M‘MH‘HH‘H‘H‘HH“HW!HWH“ ——
m/z--> 20 40 60 80 100120140160 180200220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Butyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.258 3.43 ng 148251  Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 59
2 D-p-Chlorophenylalanine, N-dimet... 310 C16H23CIN202 1000375-82-2 47
3 Adipic acid, cyclohexyl isobutyl... 284 C16H2804 1000324-25-8 35
4 2-([(Dimethylamino)methylene]ami... 382 C20H31CIN203  1000378-74-1 27
5 Adipic acid, 2-hexyl isobutyl ester 286 C16H3004 1000353-70-9 27

Abundance Scan 2752 (19.258 min): BG058561.D\data.ms (-2745) (- | m/z 185.00 100.00%

185.0
129.0
57.0
5000

| h | 259.1 1000 19.50
B ‘\\ " “1““”1“““‘\‘““‘W“‘\“ i M b g ‘1““““““\ bty L e m/z 129.00 81.05%

m/z--> 50 100 150 200 250 300 350
Abundance #269579: Butyl citrate
185.0
129.0
5000 2590

o

19.00 19.50
57.0 m/z 57.00 61.67%
O \H‘ “‘1 ‘\‘\“\ “”\“\ fit “ L\ T “\ T 1 T \?95\0\\ \3‘6\0\(
miz--> 50 100 150 200 250 300 350
Abundance #211523: D-p-Chlorophenylalanine, N-dimethylaminomet
185.0
e o
19.00 19.50
5000 ITI/Z 202.00 42 .90%
44.0 129.0
ol 1 830, | 266.0 309.0
I e
m/z--> 50 100 150 200 250 300 350
Abundance #178624: Adipic acid, cyclohexyl isobutyl ester P Pt
129.0 19.00 19.50

5000
185.0
410 %30
Ll

bt ot 4y — —
miz--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.369 3.37 ng 155047  Chrysene-di12 21.443
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2771 (19.369 min): BG058561.D\data.ms (-2767) (- | m/z 43.00 100.00%
43.0, 73.0

5000

%

129.0
— ——
‘ 19.00 19.50
Y m/z 57.00 92.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0
5000 129.0 — —
19.00 19.50
199.0 2420 m/z 73.00  90.96%
O ’\‘\ T \‘i‘}‘\ \H!H \”H\ ‘H\ T \‘lhu‘\ \‘h“l‘!”!‘\w!\\\p‘\\q\ T ‘ \‘\ T T \ T ‘ TT ’ T H‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
— ——
19.00 19.50
5000 129.0 ITI/Z 60.00 90.23%
171.0 213.0 256.0

-

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid 2 faroosy
73.0 19.00 19.50
43.0 m/z 55.00 73.47%
5000
129.0
185.0 228.0
O bl ol b — —r—
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58561.D

Acqg On 1 Aug 2023 13:58

Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 4 Adipic acid, 3-heptyl isobu... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.504 3.73 ng 171352  Chrysene-di12 21.443
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 81
2 Adipic acid, 3-heptyl isobutyl e... 300 C17H3204 1000353-64-8 78
3 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 78
4 Adipic acid, 3,3-dimethylbut-2-y... 286 C16H3004 1000353-66-7 64
5 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 64

Abundance Scan 2794 (19.504 min): BG058561.D\data.ms (-2790) (- | m/z 185.00 100.00%
185.0
129.0
5000
57.0
‘ 259.1 19.50
bbb s L2203 L s 19,00 77.71%
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000
19.50
41.0 2590 m/z 57.00 30.46%
87.0
0 \“\ ‘\“““‘\ T \“\ “‘\“\ } ‘\““\ L I L e =T T \3‘6\1.\'
miz--> 50 100 150 200 250 300 350
Abundance #199471: Adipic acid, 3-heptyl isobutyl ester
129.0
T \
19.50
5000 185.0 m/z 41.00 22.34%
57.0
ot b A 220
m/z--> 50 100 150 200 250 300 350
Abundance #199469: Adipic acid, 4-heptyl isobutyl ester — !
129.0 19.50
m/z 111.00 11.05%
5000 185.0
57.0
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Oxalic acid, cyclobutyl pen... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.108 9.77 ng 448875  Chrysene-d12 21.443
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 91
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 91
4 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87

Abundance Scan 3067 (21.108 min): BG058561.D\data.ms (-3062) (- | m/z 57.00 100.00%
57.0

5000
P e
oLk “ 1 M” IALrr0 2250 20103262 L. 4300 67.77%
miz--> 50 100 150 200 250 300 350
Abundance #263833: Oxalic acid, cyclobutyl pentadecyl ester
55.0
5000 — ——

21.00 21.50
m/z 71.00 55.35%

“ ‘L h‘ “‘ ‘LH \‘ \]_\37\ 9 LI 21(\) \()\ \25“5\ 0\ T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0

7
21.00 21.50

o

5000 m/z 55.00 50.06%
‘ ‘ 97.0
olib il a0 map 290
m/z--> 50 0 150 200 250 300 350
Abundance #234313: Oxalic acid, propyl tetradecyl ester —— —
43.0 21.00 21.50

m/z 85.00 41.14%

5000
241.0
“l 34.0
\ H \‘ Hh I

i 1960 |

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\BG@80123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.554 4.80 ng 220415  Chrysene-di12 21.443
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 59
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 47
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 38
Abundance Scan 3313 (22.554 min): BG058561.D\data.ms (-3309) (- | m/z 70.05 100.00%
70.0
149.0 261.1
5000
1
H h 111)1 207.0 3411 22:59
ol b st L) 2o LL —Et - m/z 149.00  64.14%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 ‘22‘50‘ |
' 261.0 :
m/z 261.05 61.59%
2q [
0 \“\ ‘\‘ ‘“‘\‘“ “\‘ T ““\ 1 \‘\ } I \\295\9\ 7 T ‘\ ™ ‘3‘3‘3‘0\ T
miz--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
P
22.50
5000 70.0 m/z 57.00 49,14%
149.0
20, | moo || O |
m/z--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) e ‘
70.0 22.50
112.0 %
1670 261.0 m/z 112.10 40.93
5000
ob LIl 00 | a0 ssio |
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Nonadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.611 2.16 ng 110782  Perylene-di2 24.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
3 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
Abundance Scan 3493 (23.611 min): BG058561.D\data.ms (-3489) (- | m/z 57.00 100.00%
57.0
09.1 — ——
23.50 24.00
169 2 239 1
ol ““ L u“ Dot o D SOV, 2828 3810 090 05 52.04%
m/z--> 50 100 150 200 250 300 350
Abundance #176395: Nonadecane, 2-methyl-
43.0
5000 — —
85.0 23.50 24.00
m/z 43.00 50.86%
239.0
0 ‘ A h‘\ \ \‘ 1270 :!_6\90 \‘ 2820
T T 1 T \ \ T T L ‘ T T T L T
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
— —
23.50 24.00
5000 m/z 85.05 49,06%
99.0 0
o bl 140 1830 T 2810 3230
i e LA e
m/z--> 50 lOO 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo- — —
57.0 23.50 24.00
m/z 55.00 18.57%
5000 WWWM
99.0
s ““ R e e — ——
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 8 3,5-Dimethyldodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.568 2.29 ng 117105 Perylene-di2 24.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 50
2 Heptadecane 240 C17H36 000629-78-7 50
3 Hexacosane 366 C26H54 000630-01-3 47
4 Hexadecane 226 C1l6H34 000544-76-3 47
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 43
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BG@58561.D

Acqg On : 1 Aug 2023 13:58
Operator : MA/JU

Sample : 03769-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
n-Hexadecanoic ... 18.094 10.7 ng 461231 4 17.207 863578 20.0
Butyl citrate 19.258 3.4 ng 148251 4 17.207 863578 20.0
Pentadecanoic acid 19.369 3.4 ng 155047 5 21.443 918855 20.0
Adipic acid, 3-... 19.504 3.7 ng 171352 5 21.443 918855 20.0
Oxalic acid, cy... 21.108 9.8 ng 448875 5 21.443 918855 20.0
1,4-Benzenedica... 22.554 4.8 ng 220415 5 21.443 918855 20.0
Nonadecane, 2-m... 23.611 2.2 ng 110782 6 24.516 1024620 20.0
3,5-Dimethyldod... 25.568 2.3 ng 117105 6 24.516 1024620 20.0
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