LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BG@57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc :

ALS vial : 5 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-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57886.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.210 17 21 29 rVB 144850 194140 2.38% 0.546%
2 5.490 402 409 420 rVB 394921 603029 7.40% 1.696%
3 7.076 669 679 691 rBV 237352 375145 4.60%  1.055%
4 7.917 813 822 831 rVB 143201 234694 2.88% 0.660%
5 9.080 1011 1020 1028 rBV 503869 898923 11.03%  2.528%

6 10.719 1291 1299 1307 rBV 198970 346539 4.25% ©
7 13.175 1709 1717 1724 rBV 1293500 1957718 24.03% 5
8 14.550 1945 1951 1960 rVB 329721 514613 6.32% 1.447%
9 16.036 2198 2204 2214 rBV 1263319 1942077 23.84% 5
10 17.294 2412 2418 2425 rBV 500123 738658 9.07% 2

11 18.240 2559 2579 2593 rBV 572092 2940714 36.10%  8.271%
12 18.422 2594 2610 2620 rVV2 722788 3229524 39.64%  9.084%
13 18.551 2620 2632 2652 rVB 2102273 8146547 100.00% 22.914%
14 18.733 2657 2663 2676 rVB 233159 713570  8.76% 2.007%
15 19.591 2802 2809 2823 rVB2 139194 383620 4.71% 1.079%

16 19.914 2858 2864 2869 rBV 2683699 3566749 43.78% 10.
17 20.467 2952 2958 2975 rBV 264664 537061 6.59%
18 21.160 3070 3076 3081 rBV 321951 658486  8.08%

AONRFREFRPRO
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19 21.224 3081 3087 3090 rVV 524586 967283 11.87% 721%
20 21.283 3092 3097 3105 rVV 1563631 2408777 29.57% 775%
21 21.360 3106 3110 3116 rVB 104811 157184  1.93% 0.442%
22 21.548 3136 3142 3150 rBV2 522306 817939 10.04%  2.301%
23 22.135 3234 3242 3260 rBV = 222282 580799 7.13% 1.634%
24 23.011 3386 3391 3400 rVB2 45532 91946 1.13% ©.259%
25 23.146 3405 3414 3428 rVV 160849 482666 5.92% 1.358%
26 23.798 3520 3525 3532 rVB2 55338 99793 1.22% 281%

27 24.315 3605 3613 3624 rBv2 139182 418752 5.14%
28 24.691 3668 3677 3694 rVB 330497 1026985 12.61%
29 25.707 3840 3850 3861 rVB2 92454 345003 4.23%
30 25.825 3865 3870 3881 rVB2 62825 174186 2.14%
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Sum of corrected areas: 35553120
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057886.D\data.ms

2500000
2000000
1500000
1000000

500000 5.490 9.080

7.076
.210 7.917 10.719

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: BG057886.D\data.ms

19.914
2500000
18.551

2000000

21.283

1500000
13.175 16.036

1000000
18.42p

18.24 21.2PA 548

17.294 21180
14.550 18.733 20.467 ' 22135

19.591 1,36 Jjw

L i s e - e =t

Time--> 13.00 13.50 14.00 14.50 15.00 1550 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: BG057886.D\data.ms

500000

2500000
2000000
1500000
1000000

500000 24.691
23.146

3.1 24.315
b 23.798 223@H5

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.2106 16.54 ng 194140 1,4-Dichlorobenzene-d4 7.917

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 83
2 2-0XOPROPIONAMIDE 87 C3H5NO02 000631-66-3 50
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 38
4 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 36
5 1,3-Dioxane 88 C4H802 000505-22-6 25
Abundance  Scan 21 (3.210 min): BG057886.D\data.ms (-17) (-) m/z 43.00 100.00%
43.0
87.0
5000
T
so0 o0 320 340 3.60
1 - 102.0 0
O+ e e e m/z 87.00 82.22%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4858: 1,3-Dioxolane, 2,2-dimethyl-
43.0 87.0
5000 U L B L
3.20 3.40 3.60
72.0 m/z 42.00  28.20%
2‘9‘.0 ‘ ‘ 59‘.0 101.0
O\\\‘\\\\‘\\\\“\\\\i\“\\’\\\}‘\\\\‘\\\\’\\\}‘\\\\‘\.\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2071: 2-OXOPROPIONAMIDE
430 87.0
S
3.20 3.40 3.60
5000 ITI/Z 72.00 14.41%
0 280 | 570 710 |
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2104: Acetamide, N-ethyl- S IR
30.0 3.20 3.40 3.60
m/z 41.00 12.08%
5000 43.0 87.0
15.0 72.0
0 H\‘W‘H‘\H‘M \m“lu\,\\5\?"9\”‘!\”,\”1‘”H‘\m, e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.240 79.62 ng 2940710  Phenanthrene-die 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
3 Phenylglyoxylic acid, neopentyl ... 220 C13H1603 1000453-45-9 38
4 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 38
5 Benzoic acid, phenyl ester 198 C13H1e02 000093-99-2 38

Abundance Scan 2579 (18.240 min): BG057886.D\data.ms (-2559) (- | m/z 105.00 100.00%

105.0
5000 163.0
77.0

N AVt
510 1800 1850
2320 L 1930 h7 163,00 44.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0

5000 o —
710 18.00 18.50

m/z 77.00  27.83%

51.0
%%‘9“\\“}\"\‘\\“‘\\‘\\"\\\“]\.:\312\"0\\\\‘w\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0

o

o

163.0 18.00 18.50
5000 m/z 106.00 7.79%
77.0
o 20,0 510 L 1350 | 207.0

R R B R R RN E R

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98734: Phenylglyoxylic acid, neopentyl ester — ——
105.0 18.00 18.50

m/z 51.00 6.14%

5000
77.0
43.0
N — | 150.0 220.0

‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.422 87.44 ng 3229520  Phenanthrene-d10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 80
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 50
4 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 43
5 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 38
Abundance Scan 2610 (18.422 min): BG057886.D\data.ms (-2594) (- | m/z 105.00 100.00%
105.0
163.0
5000
77.0
——
18.50
41. 207.1 . 9
b bk 1350 | 2071 2811 7 163.00  62.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 RN
18.50
770 m/z 77.00  30.50%
0 4]‘_. | 1350 | 207.0
’\\\\‘HH‘HH“HH‘HH‘H\\‘HH‘HH‘HH‘\‘H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0 ‘18I50‘
5000 m/z 106.00 7.95%
77.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl- ——
120.0 0 18.50
m/z 164.00 7.19%
5000, 430 77.0 /\/LL
O Fprrre et per ety —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.551 220.58 ng 8146550  Phenanthrene-d10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 72
3 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43

Abundance Scan 2632 (18.551 min): BG057886.D\data.ms (-2620) (- | m/z 105.00 100.00%
1

05.0
149.0
5000
—r
51.0 18.50
obrf b 1 1790 2249 .7 149.08  78.70%
miz--> 50 100 150 200 250
Abundance #216951: Diethylene glycol dibenzoate
105.0 149.0
5000 ~—
18.50
m/z 77.00 43.55%
51.0
olso | | | 179.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250

Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0

=

T
18.50

105.0
5000 m/z 51.00 11.69%
0 510 | | | | 179.0209.0239.0
e e e S e
miz--> 50 100 150 200 250
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester —
105.0 149.0 18.50
m/z 106.00 8.34%
5000
51.0
R S P AT = -1 v
miz--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzamide, N-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.733  19.32 ng 713570  Phenanthrene-di10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 78
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 56
4 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Bro03 1000191-33-3 50
5 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 50
Abundance Scan 2663 (18.733 min): BG057886.D\data.ms (-2657) (- | m/z 105.00 100.00%
105.0 163.0
5000
77.0
—— —
51.0 207.0 18.50 19.00
O e b 2349 L ST m/z 163.00  89.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38609: Benzamide, N-propyl-
105.0
5000 —r ——
77.0 18.50 19.00
163.0 m/z 77.00  33.33%
51"0 ‘ 134.0
0 \H‘H\\“H‘\\‘\Hi“\H\‘\H\“\\\“\‘HHM\H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 163.0
—— —
18.50 19.00
5000 43.0 77.0 m/Z 164.00 10.79%
0 ‘\m‘\m‘!m‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38615: Morpholine, 4-phenyl- T .
105.0 18.50 19.00
163.0 m/z 106.00  8.06%
5000
77.0
51.0 132.0
LA VRS NV NS RS — R
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.591 9.38 ng 383620 Chrysene-d12 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
Abundance Scan 2809 (19.591 min): BG057886.D\data.ms (-2802) (- | m/z 57.00 100.00%
57.0
5000 vamj/\\/\xxwwtwnwm
99.0 Toen !
19.50
141.1
I — ‘L “‘u LAy 422 1831 2251 2671 . 7160 5g.65%
miz-> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 — :
19.50
99.0 m/z 43.00 54.76%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“\41‘1.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
— T \
19.50
5000 m/z 85.10 47 .58%
99.0
0L 2600 |||, 1410 1830 2250 2680
el e e
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane T
57.0 19.50
m/z 55.00 20.51%
- WWMMMJ/&M/\MMWWMkNWW
99.0
ohzdol || 7% 210 qaso aw0 -
m/z--> 50 100 150 200 250 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\

BGO57886.D
: 28 Jun 2023 10:25
: CG/JU
: 03366-05
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.467 13.13 ng 537061 Chrysene-d12 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2958 (20.467 min): BG057886.D\data.ms (-2952) (- | m/z 57.00 100.00%
57.0

5000 L
L
9.0 20.50
ol H Lk dertiesazosooere m/z 71.00  58.28%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 U
20.50
m/z 43.00  51.56%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

%

Abundance #287977: Heptacosane
57.0
20.50
5000 ITI/Z 85.05 44 .07%
oL L \ | % |, 141.0183.0225.0267.0 323.0 380.0
i B B A S R e
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane T
57.0 20.50
m/z 55.00 21.61%
5000
9.0
0 \‘ ‘\‘ ‘ “\ I h‘ u‘ \4%[ 9]T8$ 0225 0267 0 310.0
A e e e e e T —
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 8 unknown21.160 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.160 16.10 ng 658486  Chrysene-di2 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 80
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 N-(2-Fluoro-5-methylphenyl)benza... 325 C16H11F4NO2 1000492-40-0 38
4 1-(Benzoyloxy)propan-2-yl benzoate 284 C17H1604 019224-26-1 38
5 Benzoic acid, 2-propenyl ester 162 C10H1e02 000583-04-0 38

Abundance Scan 3076 (21.160 min): BG057886.D\data.ms (-3070) (- | m/z 105.00 100.00%

105.0
5000 163.0

—— ‘
51.0 21.00 21.50

bbb 2181 2830 3414 n/; 163.00  43.21%
miz--> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — —
21.00 21.50

m/z 77.00  27.93%

O\\\\“‘\\‘\\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\
mi/z--> 50 100 150 200 250 300
Abundance #38615: Morpholine, 4-phenyl-
105.0
163.0
\ LN

21.00 21.50

5000 m/z 106.00 7.54%
51.0
OL§Q‘VJHH“J“‘JH S N —— JﬁJJ\A
miz--> 50 100 150 200 250 300 /\¥
Abundance #229983: N-(2-Fluoro-5-methylphenyl)benzamide, N-trifly — o
105.0 21.00 21.50

m/z 51.00 6.26%

5000
0 5%0 1510 2120 325.0

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

8270-BG062723.M Thu Jun 29 10:42:59 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Glyoxylamide, N-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.224  23.65 ng 967283  Chrysene-di12 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 90
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 50
4 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 43
5 Phenylglyoxylic acid, neopentyl ... 220 C13H1603 1000453-45-9 43
Abundance Scan 3087 (21.224 min): BG057886.D\data.ms (-3081) (- | m/z 105.00 100.00%
105.0
163.0
5000
— —
51.0 207.0 21.00 21.50
obibd b L 200D 2649 8940 h/; 163.00  63.31%
m/z--> 50 100 150 200 250 300 350
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — —
21.00 21.50
m/z 77.00 30.03%
Loso | a0
\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #38614: Morpholine, 4-phenyl-
105.0
— —
163.0 21.00 21.50
5000 m/z 106.00 7.53%
51.0
0““wﬂ“uJ‘M“““““““ R |
m/iz--> 50 100 150 200 250 300 350 ]h
Abundance #39043: Glyoxylamide, N-phenyl- — —
120.0 163.0 21.00 21.50
m/z 51.00 7.52%
5000, 430 J/J\\
0 N B —— —
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BG062723.M Thu Jun 29 10:43:00 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 10 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.283 8.9 ng 2008780 Chrysene-d12 21.548

Hit# of 5 Tentative ID MW MolForm CASH# Qual

iethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
»2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
enzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59
-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43

uih wNnPE
NEPE T NO

Abundance Scan 3097 (21.283 min): BG057886.D\data.ms (-3092) (- | m/z 105.00 100.00%
105.0
149.0
5000
51.0 2100 2150
bbbl L2919 2831 3850 o 149.00  76.79%
miz--> 50 100 150 200 250 300 350
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000
2100 2150
m/z 77.00 2.43%
51.0
0 [ | 192.0
L ‘ T 1T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 2100 2150
5000 ITI z 51.00 1.11%
ol o 193.0 236.0
I L I e e S
m/z--> 50 100 150 200 250 300 350
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0 21 00 21 50
m/z 106.00 8.46%
5000
51.0 A
ob i by 12010 2870
m/z--> 50 100 150 200 250 300 350 2100 2150

8270-BG062723.M Thu Jun 29 10:43:01 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 11 unknown21.360 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

21.360 3.84 ng 157184  Chrysene-di12 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 53
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 47
3 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 14
4 1,3-propanedione, 2-(acetyloxy)-... 282 C17H1404 1000401-92-5 14
5 Ethanone, 2-chloro-1,2-diphenyl- 230 Cl14H11clo 000447-31-4 14

Abundance Scan 3110 (21.360 min): BG057886.D\data.ms (-3106) (- | m/z 105.00 100.00%

105.0 163.0
5000
2100 2150
51.0 . .
207.0
ol bl L2070 2810 m/z 163.00  94.78%
miz--> 50 100 150 200 250 300
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 163.0
5000 43.0 ‘ T T ‘ T
21.00 21.50
m/z 77.00 32.93%
| \7'0‘ ‘\ \
Oww‘ii\“‘\‘\\”‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
e et
163.0 21.00 21.50
5000 ITI/Z 164.00 12.05%
o 10 | 2070
e eI s e
miz--> 50 100 150 200 250 300 j\
Abundance #251925: Benzo[b]thiophene-3-carboxylic acid, 4,5,6,7-te e P
105.0 21.00 21.50
m/z 106.00 8.67%
5000
51.0
ol ol 165.0 210.0 297.0 343. A
e e T e e = —
m/z--> 50 100 150 200 250 300 21.00 21.50

8270-BG062723.M Thu Jun 29 10:43:02 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 12 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.135 14.20 ng 580799 Chrysene-d12 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 3242 (22.135 min): BG057886.D\data.ms (-3234) (- m/z 57.00 100.00%

57.0
5000

—
13. 22.00 22.50
1691
0 m‘u A ‘JW‘ Loty 2222 2810 3410 m/z 71.e0 57.62%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0

5000 e, s
22.00 22.50

m/z 43.00 53.67%

13 0
O Il H\ h\ h‘ u‘ ‘ \6\9 o 225 0 281 0 337 0 422 (
\\\‘ \\‘\\\\‘\\f\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0

T
22.00 22.50

5000 m/z 85.05 45 .85%
0 \‘ ‘L‘ ‘ “\ Iy lu\ L4 1769 0 225.0 281.0 3380
A A S e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #261137: Hexadecane, 1-iodo- T T
57.0 22.00 22.50

m/z 55.00 22.17%

- M/LU
13.0 225.0
‘H I 1769 0

0 —— ——
miz--> 50 100 150 200 250 300 350 400 22.00 22.50

8270-BG062723.M Thu Jun 29 10:43:03 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 13 Tetradecane, 1-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.011 2.25 ng 91946  Chrysene-d12 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 80
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 80
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80
Abundance Scan 3391 (23.011 min): BG057886.D\data.ms (-3386) (- | m/z 57.00 100.00%
57.0
99.0 L ‘
155.0190.9 23.00
oL m‘\ ol Hhh‘\‘h‘\\H}\\Mu‘u\h‘n i \‘m Ly }‘m‘ “‘2‘2?:‘]“ — ‘3‘0?"0‘ ?’4‘3‘0‘ m/z 71.00 74.22%
miz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 IR
23.00
m/z 43.00 60.82%
9.0 4550 197.0
O\“\‘\“‘\‘”\“\“\‘\‘\\“‘\\\\“\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
T 1 \
23.00
5000 m/z 85.05 47 .95%
99.0
ol bl |00 1070 2300 2810
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl- T
57.0 23.00
m/z 41.00 24.74%
- vkmwfwm%mwkw/\“wmwmw
1 99.0 1550
o e L - —
m/z--> 50 100 150 200 250 300 350 23.00

8270-BG062723.M Thu Jun 29 10:43:04 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 14 Octacosane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.146 9.40 ng 482666  Perylene-di12 24.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane, 1l-iodo- 464 C24H491 1000406-32-0 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 3414 (23.146 min): BG057886.D\data.ms (-3405) (- | m/z 57.00 100.00%

57.0
5000

9.0 — —

1|1 14121831 2392 23.00 2350
ol LA A LT 2050 239.2284.1  895.0 0 m/z 71.e0  63.32%
miz-> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 = —
23.00 23.50

m/z 43.00 52.96%

ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-

57.0

23.00 23.50

5000 m/z 85.00 43.97%
oLy | H\\ H | 141-0183.0225.0267.0300.0 365.0
i “““‘“““‘““““““‘,““‘
mlz--> 50 100 150 200 250 300 350
Abundance #330025: Tetracosane, 1-iodo- T T
57.0 23.00 23.50

m/z 55.00 21.97%

- Mmﬁwmww/xJ/\”w¢vawvvw
“ 7.0

L \‘ | | 1°%0197.0239.02810 337

e o B e e o e e e A o T —
m/z--> 50 100 150 200 250 300 350 23.00 23.50

8270-BG062723.M Thu Jun 29 10:43:05 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25

Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 15 Heptacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
24.315 8.15 ng 418752  Perylene-di12 24.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3613 (24.315 min): BG057886.D\data.ms (-3605) (- | m/z 57.00 100.00%
57.0

:

5000
24.00 24.50
41.0183.2 :
o“‘MJhmww‘Wf"‘u“‘??54q‘%§¥9“‘3?49“‘ m/z 71.00 61.15%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 = e
24.00 24.50
m/z 43.00  48.53%
oL \MMH A141018302250 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

%

Abundance #287977: Heptacosane
57.0
24.00 24.50
5000 m/z 85.10 43.56%
oLl \\h % ‘1410183022502670 323.0 380.0
A e T e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T 7
57.0 24.00 24.50
m/z 55.00  21.39%
o W
239.0
om_h“wu“‘ m“%‘?%f%%?mw 28103230 R
m/z--> 50 100 150 200 250 300 350 24.00 24.50

8270-BG062723.M Thu Jun 29 10:43:07 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BGO57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 16 Heptadecane, 9-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.708 6.72 ng 345003  Perylene-d12 24.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Docosane 310 C22H46 000629-97-0 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3850 (25.707 min): BG057886.D\data.ms (-3840) (- | m/z 57.00 100.00%

57.0
5000

99.0 —— —
25.50 26.00
155.1 197.1
ol ““ L “‘ L yopn 20239 8410 hyz 71.00  53.53%
mi/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 LA T

25.50 26.00
m/z 43.00 51.98%

99.0
239.0
O T T ‘\‘ “ T “h‘ “ \“ \}\4\‘1 ‘o‘\ :!-8\3\0‘ T H\ T \2\8\1\0‘ 3\2\3\0\ (I
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane
57.0

7
25.50 26.00

5000 m/z 85.05 44 .76%
99.0
oL Ly L4 2410 1830 2250 267.0 310.0
et T e
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane 7 —
57.0 25.50 26.00

m/z 55.00 20.12%

o w’w/\/\M«m
9

9.0
0 b 1410 183.0 225.0  282.0
‘ e e e — —

m/z--> 100 150 200 250 300 350 25.50 26.00

8270-BG062723.M Thu Jun 29 10:43:08 2023 Page: 18



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\BG062823\
BGO57886.D

: 28 Jun 2023 10:25

: CG/JU

: 03366-05

: 5 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Triacontane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
25.825 3.39 ng 174186  Perylene-di2 24.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Triacontane 422 C30H62 000638-68-6 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 83
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3870 (25.825 min): BG057886.D\data.ms (-3865) (- | m/z 57.00 100.00%
57.0
2550  26.00
1271 . :
- “‘ i Hw“h L8 282 3849wz 43.08  77.19%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 — ——
25.50 26.00
m/z 71.00 70.88%
O T \“‘\ \“ \h‘\ \h‘\]n‘ \“‘\“\ “ “‘\6‘\9\‘0\ ‘2\2\5\)9‘ L ‘ \\3\3§"0\ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
— ——
25.50 26.00
5000 ITI/Z 85.00 50.72%
0 L) “h h\ n‘ ! \6\9 p . 225 0 281.0 337.0 42|2'(
e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane T T
57.0 25.50 26.00
m/z 55.00 25.71%
h HMJM
ol ,L‘ | 170 1690 2250 2810 3800
I e e LA B — ;
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062823\
Data File : BG@57886.D

Acqg On : 28 Jun 2023 10:25
Operator : CG/JU

Sample : 03366-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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|
1,3-Dioxolane, ... 3.210 16.5 ng 194140 1  7.917 234694 20.0
Morpholine, 4-p... 18.240 79.6 ng 2940710 4 17.294 738658 20.0
Oxybis(propane-... 18.422 87.4 ng 3229520 4 17.294 738658 20.0
Diethylene glyc... 18.551 220.6 ng 8146550 4 17.294 738658 20.0
Benzamide, N-pr... 18.733 19.3 ng 713570 4 17.294 738658 20.0
Heneicosane 19.591 9.4 ng 383620 5 21.548 817939 20.0
Octacosane 20.467 13.1 ng 537061 5 21.548 817939 20.0
unknown21.160 21.160 16.1 ng 658486 5 21.548 817939 20.0
Glyoxylamide, N... 21.224 23.6 ng 967283 5 21.548 817939 20.0
2,2'-(Ethane-1,... 21.283 58.9 ng 2408780 5 21.548 817939 20.0
unknown21.360 21.360 3.8 ng 157184 5 21.548 817939 20.0
Tetracosane 22.135 14.2 ng 580799 5 21.548 817939 20.0
Tetradecane, 1-... 23.011 2.3 ng 91946 5 21.548 817939 20.0
Octacosane, 2-m... 23.146 9.4 ng 482666 6 24.691 1026990 20.0
Heptacosane 24.315 8.2 ng 418752 6 24.691 1026990 20.0
Heptadecane, 9-... 25.708 6.7 ng 345003 6 24.691 1026990 20.0
Triacontane 25.825 3.4 ng 174186 6 24.691 1026990 20.0
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