LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59775.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.827 408 415 424 rBV 478009 790129 42.17%  5.906%
2 7.454 685 692 699 rBv 389635 683392 36.47% 5.108%
3 8.330 835 841 847 rBV2 124053 203857 10.88% 1.524%
4 9.528 1036 1045 1055 rBV3 326779 599496 31.99% 4.481%
5 11.179 1316 1326 1333 rBV2 221776 411425 21.96% 3.075%
6 13.030 1636 1641 1646 rBvV2 20019 32365 1.73% 0.242%
7 13.582 1728 1735 1744 rVB 878381 1341732 71.61% 10.029%
8 13.706 1752 1756 1759 rBv4 18708 24768 1.32% 0.185%
9 14.346 1861 1865 1869 rVB5 20393 29833 1.59% 0.223%
10 14.428 1877 1879 1885 rBV6 11805 22337 1.19% 0.167%
11 14.769 1934 1937 1941 rBvV4 42308 46582  2.49% 0.348%
12 14.957 1963 1969 1978 rVvB2 329115 504870 26.94% 3.774%
13 15.715 2092 2098 2102 rBV 77502 93989 5.02% 0.703%
14 15.774 2105 2108 2113 rBV7 16482 27337 1.46% 0.204%
15 16.009 2144 2148 2152 rBV8 18905 30720 1.64% 0.230%
16 16.115 2161 2166 2171 rVB9 36734 71265 3.80% 533%
17 16.162 2171 2174 2179 rBV7 12509 26605 1.42% 199%

18 16.444 2215 2222 2229 rBV2 717254 1136868 60.67%
19 16.579 2241 2245 2250 rVB3 90910 145296 7.75%
20 16.849 2287 2291 2293 rBVS5 13654 19308 1.03%

ORr 0O ®
IS
©
I
R

21 17.372 2376 2380 2384 rVV5 82992 111544  5.95%
22 17.413 2384 2387 2391 rVB5 27668 34213 1.83%
23 17.713 2433 2438 2442 rVW 375280 573487 30.61%

OO0 P~POO®
N
00
~N
3R

24 17.754 2442 2445 2449 rVB 75521 102459 5.47% 766%
25 17.848 2457 2461 2466 rVB8 24034 37607 2.01% 281%
26 18.001 2483 2487 2488 rBV3 17678 20413 1.09% 0.153%
27 18.018 2488 2490 2495 rVB6 22063 26669 1.42% ©.199%
28 18.112 2502 2506 2511 rVB4 88527 126852 6.77% ©.948%
29 18.300 2536 2538 2543 rVB6 29584 34936 1.86% 0.261%
30 18.524 2571 2576 2580 rBvV2 186111 241599 12.89% 1.806%
31 18.618 2589 2592 2596 rBV6 29730 43029 2.30% ©.322%
32 18.800 2620 2623 2627 rVB3 79385 94599 5.05% 0.707%
33 18.870 2631 2635 2639 rVB7 15539 24263 1.29% 0.181%
34 19.117 2674 2677 2682 rBV7 35647 51220 2.73% ©.383%
35 19.428 2725 2730 2733 rVW6 71451 100096 5.34% ©.748%
36 19.464 2733 2736 2740 rVB6 74199 90355 4.82% 0.675%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.587 2755 2757 2760 rBV4 15166 19071 1.02% 0.143%
38 19.652 2763 2768 2769 rvv3 181968 239909 12.80% 1.793%
39 19.675 2769 2772 2779 rVV2 438801 632401 33.75% 4.727%
40 19.746 2779 2784 2788 rVV2 207845 321347 17.15% 2.402%
41 19.787 2788 2791 2795 rVB5 78638 97805 5.22% 0.731%
42 19.992 2823 2826 2831 rVB4 65442 78493 4.19% 0.587%
43 20.057 2835 2837 2839 rVV3 34441 35569 1.90% 0.266%
44 20.110 2842 2846 2851 rVB 175985 243578 13.00% 1.821%

45 20.286 2870 2876 2880 rBV 1486997 1873737 100.00% 14.006%

46 20.410 2895 2897 2898 rBvV2 34332 28457 1.52% 0.213%
47 20.521 2913 2916 2918 rBvV4 48784 57421 3.06% 0.429%
48 20.856 2971 2973 2974 rBV2 29224 23751 1.27% 0.178%
49 20.886 2975 2978 2982 rVB6 47893 66219 3.53% 0.495%
50 21.003 2994 2998 2999 rBV4 57952 60897 3.25% 0.455%
51 21.079 3008 3011 3012 rBvV3 36399 42332 2.26% 0.316%
52 21.561 3091 3093 3094 rBV2 29891 19874 1.06% 0.149%
53 22.037 3165 3174 3179 rBv2 285429 605440 32.31% 4.526%
54 22.090 3179 3183 3188 rVB2 87822 153375 8.19% 1.146%
55 23.941 3492 3498 3506 rVB2 101621 223118 11.91% 1.668%
56 24.458 3578 3586 3587 rBV7 71157 142044 7.58% 1.062%
57 25.280 3724 3726 3731 rVB6 39545 49388 2.64% 0.369%
58 25.363 3738 3740 3741 rBV2 26341 18745 1.00% 0.140%
59 25.621 3777 3784 3791 rVB3 140312 369165 19.70% 2.759%
60 31.350 4757 4759 4764 rBVe 19064 20613 1.10% 0.154%
Sum of corrected areas: 13378264
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059775.D\data.ms

1400000
1200000
1000000

800000

600000

5.827
400000 7.454 9.528

11.179
200000 8.330

13.03
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\’\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059775.D\data.ms

20.286
1400000

1200000

1000000
13.582

800000 16.444

600000 19.675

17.713 22.037

400000 14.957

18.524 14% 55011 -
6.579 18.112 _ 118.8 418 e'w QERAY S5
706 144464/ 5F B0 16840 170 TR 830131 Sy TP A

OH“HH‘HH‘HH“H“HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH_H“H‘“HH‘HH‘HH_H‘,HH
Time--> 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: BG059775.D\data.ms

200000 921.561 22,090

=
oo

1400000
1200000
1000000
800000
600000

400000
25.621

23.941
200000 24458 252 31.350
YA A oo,

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.715 3.72 ng 93989  Acenaphthene-dile 14.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 68
2 Hexacosane 366 C26H54 000630-01-3 68
3 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 64
4 Tetracosane 338 (C24H50 000646-31-1 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2098 (15.715 min): BG059775.D\data.ms (-2092) (- | m/z 57.10 100.00%
57.1
5000 j\w
Aty it
15.50 16.00

‘ 2253 313.1 442.9 511
0 ‘LWWWNHﬁ‘mw‘H“H‘w“H?ZQﬁ‘uH‘H‘§_‘9“ m/z 43.15  77.40%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107217: Hexadecane

5000 by il
15.50 16.00

m/z 71.10 69.87%

0 J‘1| [127.0 226.0
\f[\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275538: Hexacosane
57.0
bV

a1
=l
o

15.50 16.00
5000 m/z 41.05 64.14%
0 “““"‘il"lfz“‘o‘h‘1‘97\‘0\‘\\2‘6\7\\0\’\\\?’6\6\\(\)‘\\\\‘\\\\‘\\\\\\ W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107227: Pentadecane, 2-methyl- — T
43.0 15.50 16.00

m/z 85.05 51.01%

5000
0l ‘H“_Muu“m“H“H“W“w"H“H“H“_“w‘

m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknownl6.115 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.115 2.82 ng 71265  Acenaphthene-di1e 14.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 38
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 38
3 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 38
4 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 38
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 38

Abundance Scan 2166 (16.115 min): BG059775.D\data.ms (-2161) (- | m/z 43.10 100.00%

43.1
5000

badlic
260.0 330.3 4134 486.8 16.00 16.50
m/z 57.15 55.92%

0 il
miz—-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #90192: Pentadecane
I MMJ\
\

5000 ‘ ‘
16.00 16.50
m/z 71.00 53.78%

‘\\“\\“‘\J\‘\"\"‘TEZ.\IO“\\\2\‘1\‘2\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59048: Dodecane, 2-methyl-
57.0
T

o

‘ : e
16.00 16.50
5000 m/z 69.15 49.82%
141.0
0_““‘“uluﬁ""M1“‘Lww_ww_wmWH_W

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141072: Heptadecane, 3-methyl- = —
57.0 16.00 16.50

m/z 85.05 48.41%

5000
225.0

0 H 1 fﬂ?,'lom | WW”M

‘ ‘ {
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 3 Tetradecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.579 5.07 ng 145296  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
2 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 83
3 Nonadecane 268 C19H40 000629-92-5 80
4 Pentacosane 352 C25H52 000629-99-2 80
5 Decane, 3-methyl- 156 C11H24 013151-34-3 80

Abundance Scan 2245 (16.579 min): BG059775.D\data.ms (-2241) (1 [ m/z 71.10 100.00%
711
- W/Amm
Py |
| HUI14092012 3275 4139 501.0 16.50
O bbb e o b M/Z 41,15 87.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 Sl ‘
16.50
m/z 43.10 66.61%
155.0
0\\\‘“\‘h\ligJ!'\\‘L\\M’Z%s\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #188717: Sulfurous acid, decyl pentyl ester
71.0
T \
16.50
5000 m/z 85.10 64.16%
141.
okl 02080
m/z--> 50 100 150 200 250 300 350 400 450 500 Ju AMW$MVM
Abundance #158600: Nonadecane
57.0 1650
m/z 57.15 52.54%
5000
0 \‘\ JJ\ |‘IAO1690 268.0
A A e e e PR
m/z--> 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 4 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.372 3.89 ng 111544  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 89
2 Tetracosane 338 (C24H50 000646-31-1 68
3 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 64
4 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 58
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 58

Abundance Scan 2380 (17.372 min): BG059775.D\data.ms (-2376) (- | m/z 43.05 100.00%

3.0
5000
— ——
L 2960 3854 4897549, 1700 17.50
oA m/z 71.10 90.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0
5000 o —
17.00 17.50
m/z 57.15 89.85%
| ‘ 1 L 1‘11 17:\0\ 197.0 ~ 296.0
0‘\\\\‘\\\\‘\\\\"\\\\‘\\l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

2

Abundance #246482: Tetracosane
57.0
I : :
17.00 17.50
5000 m/z 41.10 89.62%
127.
LT 1970 2670 3080
e A A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22110: 3-Ethyl-3-methylheptane o T
57.0 17.00 17.50
m/z 85.05 59.25%
) NMM«MMM
o 1%7-9 ] Al
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.112 4.42 ng 126852  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
3 Decane, 3-methyl- 156 C11H24 013151-34-3 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Octacosane 394 (C28H58 000630-02-4 62
Abundance Scan 2506 (18.112 min): BG059775.D\data.ms (-2502) (- m/z 43.10 100.00%
43.1
167.2 —— ——
) 2741 338.43 6.5 492 .4 18.00 18.50
O el m/z 71.05 98.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
5000 i T
18.00 18.50
m/z 57.10 75.66%
’ ‘ 113.0 212.0
0’\\\\"\J\‘\h\lgﬂl\ﬂ\\l‘l\\\\‘\l\.\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59031: Nonane, 5-butyl-
43.0
—— —
18.00 18.50
5000 126.0 m/Z 41.10 70.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33085: Decane, 3-methyl- — T
57.0 18.00 18.50
m/z 85.05 56.01%
5000
O,H\Hpumﬁumw\\u‘u\W\H\M\H‘\H\W\H‘H\w\u\ P e
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\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 6 Tetradecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.524 8.43 ng 241599  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 52
2 n-Decanoic acid 172 C10H2002 000334-48-5 45
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 1-Phenylcyclopentanenitrile 171 C12H13N 000077-57-6 25

Abundance Scan 2576 (18.524 min): BG059775.D\data.ms (-2571) (- | m/z 41.10 100.00%
411
120.1 2132
5000
1850 |
318.9 380.2 . : :
0 b Albl 578 527 w/z 73.e5  95.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109284: Tetradecanoic acid
73.0
129.0
5000 185.0 18.50
\ m/z 55.10 92.19%
0\“\‘\1‘“\ ”le\’lg!
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #46966: n-Decanoic acid
73.0
— T \
129.0 18.50
5000 m/z 60.10 76.29%
0 HJ"MNJ&AWJ‘w‘H“H‘W‘H“H‘W“H‘H‘W“H
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143507: n-Hexadecanoic acid
43.0 18.50
m/z 43.10 72.21%
5000
129.0 256.0
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59775.D

Acqg On : 20 Nov 2023 19:08

Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 7 Nonadecane, 2,6,10,14-tetra... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.800 3.30 ng 94599  Phenanthrene-d1e 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Nonadecane, 2,6,10,14-tetramethyl- 324 C23H48 055124-80-6 64

2 Tricosane 324 (C23H48 000638-67-5 55
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 52
4 Hexacosane 366 C26H54 000630-01-3 50
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 49
Abundance Scan 2623 (18.800 min): BG059775.D\data.ms (-2620) (- | m/z 43.20 100.00%
43.2
o Mwm
9.0 165.1 T 1
M Ll 23712923 3602 4405 519.4 18.50 1900
0~ WHWNMSW”H‘LVMH L R RANRERENER A m/z 57.05 63.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229653: Nonadecane, 2,6,10,14-tetramethyl-
71.0
5000 —— —
18.50 19.00
169.0 m/z 71.10 60.14%
H H 239.0 3749
0\\\\'\“\\J\W‘l\\\‘\l‘\l\‘\i‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0
—— —
18.50 19.00
5000 m/z 41.10 53.50%
324.0
L1, 260
0‘\_‘H‘H‘J\ﬁhﬂhhfMMH,H‘W“H,H‘W“H,H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59087: Decane, 2,6,8-trimethyl- — —
57.0 18.50 19.00
m/z 69.10 25.92%
5000
0 M 113.0 184.0
————— — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270-BG111623.M Tue Nov 21 ©3:55:57 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown19.428 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.428 3.49 ng 100096  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diaziridinone, bis(1,1-dimethylp... 198 C11H22N20 019656-75-8 49
2 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 47
3 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 47
4 1-Heptadecanamine 255 C17H37N 004200-95-7 38
5 Dodecyl octyl ether 298 C20H420 1000406-38-4 38

Abundance Scan 2730 (19.428 min): BG059775.D\data.ms (-2725) (-~ | m/z 57.10 100.00%
571

5000

1311 211.2

267.6 341.2 524. 19.50

445.1
O 7_Y_Y_L

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #73432: Diaziridinone, bis(1,1-dimethylpropyl)-
71.0

5000 U

“ m/z 41.10 90.70%

128.0
0 | |‘ || L ‘1\8;3‘0
\\\\’\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59064: Undecane, 3,8-dimethyl-
57.0

T
19.50
5000 m/z 43.15 90.60%
“ ‘1130
0‘M,‘mms‘mH,‘m‘HH,w_ww_ww
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74025: Decane, 2,3,5,8-tetramethyl- T
57.0 19.50
m/z 55.15 55.45%
5000
113.0
o llzoes Mt
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50

8270-BG111623.M Tue Nov 21 ©3:55:58 2023 Page: 11



Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\

Data File : BG@59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 9 unknownl9.464 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.464 3.15 ng 90355  Phenanthrene-d1e 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-(1,5-Dimethylhex-4-enyl)cycloh... 206 C14H220 001723-80-4 35
2 1,3-Benzenediol, o-cyclopentanec... 206 C12H1403 1000330-71-8 33
3 Spiro[fluorene-9,2'-oxetan]-4"'-i... 331 C23H25NO 015183-47-8 25
4 Acetic acid, trifluoro-, [2,3,3a... 418 C13H8F6N207 055319-77-2 22
5 d-Glucopyranose, pentakis(diethy... 520 C26H57B506 093130-43-9 17

Abundance Scan 2736 (19.464 min): BG059775.D\data.ms (-2733) (- m/z 69.05 100.00%
69.0
- N WMMMWMMWWAAMWWﬂ\W\Mww
128.0 265.0 ol
32480, 000 549 19.50
0 m/z 41.10 65.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82779: 4-(1,5-Dimethylhex-4-enyl)cyclohex-2-enone
69.0
5000 L
206.0 19.50
m/z 83.15 46.31%
‘ ‘ 35.0
0\\\‘\\\‘\\\l\“\‘l\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #82295: 1,3-Benzenediol, o-cyclopentanecarbonyl-
69.0
o
19.50
5000 m/z 97.18  43.67%
206.0
o e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238306: Spiro[fluorene-9,2'-oxetan]-4'-imine, N-cyclohe et
69.0 19.50
m/z 111.00 42.84%
5000 191.0
\M‘12?'4 H} 251.0 331.0
o ISR [ A A e A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50

8270-BG111623.M Tue Nov 21 ©3:55:59 2023

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Methyl 2-octylcyclopropene-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.652 8.37 ng 239909  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 93
2 Linoelaidic acid 280 C18H3202 000506-21-8 91
3 9,12-0Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 90
4 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 90
5 7-Hexadecyne 222 C16H30 074685-28-2 86

Abundance Scan 2768 (19.652 min): BG059775.D\data.ms (-2763) (- | m/z 67.05 100.00%

67.0
5000

I
1e4.1 19.50 20.00
Mn \k 1961 280.3 347.9 4138 475.1 537.

i m/z 81.00  92.89%

m/z--> 100 150 200 250 300 350 400 450 500
Abundance #209660 Methyl 2-octylcyclopropene-1-octanoate
81.0

5000 Sl Sl
19.50 20.00

m/z 95.05 65.34%

308.0
0\\\‘”\ M"li'h‘“““ \\d\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #173566: Linoelaidic acid
67.0

\
19.50 20.00
5000 m/z 41.05 65.30%

280.0

14 ‘HMWW
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance ienoi

#173582: 9,12-Octadecadienoic acid (Z,2)- T T
67.0 19.50 20.00

m/z 79.10 53.13%

5000
3.0 280.0
0 ‘ H l\ ||ﬁ“d b 182.0 | T

m/z--> 50 100 150 200 250 300 350 400 450 500 19.50 20.00

o

o

8270-BG111623.M Tue Nov 21 03:56:00 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Oleic Acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.675 22.05 ng 632401 Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 74
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 45
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 45
4 1-Tetracosene 336 (C24H48 010192-32-2 38
5 2-Ethyl-1-pyrroline 97 C6H11IN 1000422-81-4 38

Abundance Scan 2772 (19.675 min): BG059775.D\data.ms (-2769) (-~ | m/z 69.10 100.00%

69.1
5000

H“l “.“‘\151'1 = A

‘ ‘ | 19.50 20.00
0 bl g by L 2920 RS 9900 m/z 55.10 71.84%

339.8 4412 539
m/z--> 0 0 100 150 200 250 300 350 400 450 500
Abundance #176207: Oleic Acid
55.0

5000 e i
19.50 20.00

m/z 41.10 70.93%

e, ™
‘ ”‘Mm"‘h\I\‘\‘\-‘q}‘\‘\"HM‘\H\‘HH“H\‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176224: 9-Octadecenoic acid, (E)-

55.0

\
19.50 20.00

o

o

5000 m/z 83.15 62.33%
} 264.0
O‘uuh‘” Ll UJ“‘I‘\IJI‘IM‘II‘H‘\‘\‘1|‘l"H‘\"‘H“HH“H“HH“H“
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176218: cis-13-Octadecenoic acid T —
55.0 19.50 20.00

m/z 67.10 51.97%
5000

264.0
0l LI Hn “Jh. 4, 193.0 M\Ah
probled )

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00

8270-BG111623.M Tue Nov 21 03:56:01 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown19.993 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.993 259 ng 78293 Chrysene-d12 22.037

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Benzenediol, o-dichloroacety... 290 C12H12C1204 1000330-78-6 43

2 Heneicosane 296 C21H44 000629-94-7 43
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 43
4 4-Hydroxy-5,8-dimethyl-5-propyl-... 210 C14H260 1010432-22-3 43
5 S-(Neopentyloxythiocarbonyl)thio... 179 C6H13NOS2 035659-84-8 38

Abundance Scan 2826 (19.992 min): BG059775.D\data.ms (-2823) (- | m/z 57.10 100.00%
57.1

5000

3

207.9

29.0 20.00
h : 2806 3529 4552 543 20.00
i m/z 71.15  93.46%

‘W \H

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

Abundance #185703: 1,3-Benzenediol, o-dichloroacetyl-o'-isobutyryl-
71.0

o

3

5000 U
20.00
163.0 m/z 43.10 83.51%
| 222.0 290.0
0‘\\‘\1\‘\\‘\‘]\\\\\“\‘\\\’\P\\‘\\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
—
20.00
5000 m/z 69.00 69.80%
o L o a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl- T
57.0 20.00

m/z 41.10  58.26%

5000

~

‘ ‘ 183.0
0\Hl*mkﬁpkﬁﬁ”‘Lrwg§gpw\H‘W‘H‘\H‘W‘H‘\H‘w‘

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00

8270-BG111623.M Tue Nov 21 03:56:02 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 trans-p-(Trifluoromethyl)ci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.886 2.19 ng 66219  Chrysene-di12 22.037
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-p-(Trifluoromethyl)cinnami... 216 C1@H7F302 016642-92-5 76
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 68
3 .beta.-Carboline, 1,2,3,4-tetrah... 260 C14H16N203 1000124-14-2 68
4 .beta.-Carboline, 1,2,3,4-tetrah... 260 C14H16N203 029573-11-3 68
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 2978 (20.886 min): BG059775.D\data.ms (-2975) (+ | m/z 216.15 100.00%
216.2

5000
357.0 4442 5355 2050 21.00
0! m/z 215.10  88.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #93696: trans-p-(Trifluoromethyl)cinnamic acid
216.0
5000 — =
151.0 20.50 21.00
m/z 104.90  64.25%
o L
0‘H\\”“\‘\'\\"h\‘\”uh‘!‘r“\‘\‘iHH‘HH‘HH‘HH“H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94565: Pyrene, 1-methyl-
216.0
- ——
20.50 21.00
5000 m/z 241.30 53.61%
95.0
Y e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #148022: .beta.-Carboline, 1,2,3,4-tetrahydro-1-carboxy-

216.0 20.50 21.00
m/z 43.10 37.73%

5000

44.0 108.0
0 Dot .L‘J. il

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00

2

8270-BG111623.M Tue Nov 21 03:56:02 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Benzenamine, 4-methyl-N,N-b... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.003 2.01 ng 60897  Chrysene-di12 22.037
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 4-methyl-N,N-bis(4-... 287 C21H21N 001159-53-1 55
2 3,5-Dichloro-2',6"'-difluorobiphe... 287 C13H9C12F2N 1000306-72-7 55
3 17.beta. -Hydroxy-androstano[3,2... 315 C20H29NO2 884483-38-9 55
4 Phenylphosphonic acid, 2TMS 302 C12H2303PSi2 042449-24-1 49
5 2,4-Diethyl-4,4A-dihydro-1H-(1,3... 287 C15H17N303 1000433-50-9 49
Abundance Scan 2998 (21.003 min): BG059775.D\data.ms (-2994) (- m/z 91.10 100.00%
91.1
287.1
5000
147.8
7.1 476.5 LI !
0+ m/z 287.10 82.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #183061: Benzenamine, 4-methyl-N,N-bis(4-methylpheny
287.0
5000
21.00
m/z 79.10 47 .75%
8.0 ‘91‘0 1 18?0 I
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘l\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #182294: 3,5-Dichloro-2',6'-difluorobiphenyl-4-yl)methyla
287.0
LI 1
21.00
5000 m/z 241.20  46.34%
63.0 129.0 2170‘
H‘MthwHJ M‘L il
Obrrthibidett b il MK
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #218673: 17.beta. -Hydroxy-androstano[3,2-c]isoxazole
287.0 21.00
m/z 105.00 46.13%
5000
106.0
28.0
O“MMHAWW%”'l'l‘ —r
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00

8270-BG111623.M Tue Nov 21 03:56:03 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 15 2-(Dimethylamino)ethyl vacc... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.941 12.09 ng 223118 Perylene-di2 25.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Dimethylamino)ethyl vaccenoate 353 C22H43NO2 1000465-15-9 64
2 N,N-Dimethyl-2-cyclohexyloxyethy... 171 C10H21NO 071126-60-8 64
3 Sumatriptan 295 C14H21N302S 103628-46-2 64
4 (CH3)2C=NC2H5 129 C8H19N 015673-04-8 64
5 Ethylamine, 2-[1-(p-chlorophenyl... 303 C18H22CINO 000077-38-3 64

Abundance Scan 3498 (23.941 min): BG059775.D\data.ms (-3492) (+ | m/z 58.10 100.00%

58.1
5000
e

157.1 24.00
221.2 366.3 | :
ol bbb S5, 2201, SO0 04220 82T 157 10 12.00%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262765: 2-(Dimethylamino)ethyl vaccenoate
58.0

5000
24 00

m/z 43.10 11.91%

0 Ll 131.0186.0 266.0 353.0

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance  #46346: N,N-Dimethyl-2-cyclohexyloxyethylamine
58.0

—
24.00

5000 m/z 70.00 11.18%
0 ‘WM”“H\‘H‘17l9\H“w“‘w“w“‘w“ww“H\‘H‘
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Thiazole, 2-amino-4-(4-biph... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.280 2.68 ng 49388  Perylene-d12 25.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiazole, 2-amino-4-(4-biphenylyl)- 252 C15H12N2S 002834-79-9 60
2 1H-Pyrrolo[2,3-g]quinoline, 1,2,... 252 C17H20ON2 1000338-03-4 53
3 8-Methyl-10-thiatetracyclo[7.6.1... 252 C16H120S 1000445-24-7 49
4 4-Methyl-5-thiatetracyclo[10.4.0... 252 C16H120S 1000445-13-3 49
5 3,4-Dibromophenol 250 C6H4Br20 1010487-11-5 49

Abundance Scan 3726 (25.280 min): BG059775.D\data.ms (-3724) (+ | m/z 252.10 100.00%
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5000
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125.3
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Abundance #138136: Thiazole, 2-amino-4-(4-biphenylyl)-
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Abundance #138472: 1H-Pyrrolo[2,3-g]quinoline, 1,2,3,6,8,9-hexame
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Abundance #138309: 8-Methyl-10-thiatetracyclo[7.6.1.0(2,7).0(13,16
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59775.D

Acqg On : 20 Nov 2023 19:08
Operator : MA/JU

Sample : 05354-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
Hexadecane 15.715 3.7 ng 93989 3 14.957 504870 20.0
unknown16.115 16.115 2.8 ng 71265 3 14.957 504870 20.0
Tetradecane, 2,... 16.579 5.1 ng 145296 4 17.713 573487 20.0
Heneicosane 17.372 3.9 ng 111544 4 17.713 573487 20.0
Pentadecane 18.112 4.4 ng 126852 4 17.713 573487 20.0
Tetradecanoic acid 18.524 8.4 ng 241599 4 17.713 573487 20.0
Nonadecane, 2,6... 18.800 3.3 ng 94599 4 17.713 573487 20.0
unknown19.428 19.428 3.5 ng 100096 4 17.713 573487 20.0
unknown19.464 19.464 3.1 ng 90355 4 17.713 573487 20.0
Methyl 2-octylc... 19.652 8.4 ng 239909 4 17.713 573487 20.0
Oleic Acid 19.675 22.1 ng 632401 4 17.713 573487 20.0
unknown19.993 19.993 2.6 ng 78493 5 22.037 605440 20.0
trans-p-(Triflu... 20.886 2.2 ng 66219 5 22.037 605440 20.0
Benzenamine, 4-... 21.003 2.0 ng 60897 5 22.037 605440 20.0
2-(Dimethylamin... 23.941 12.1 ng 223118 6 25.615 369165 20.0
Thiazole, 2-ami... 25.280 2.7 ng 49388 6 25.615 369165 20.0
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