LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060214.D

Acqg On : 3 Jan 2024 5:18
Operator : MA/JU

Sample : 05899-20

Misc :

ALS Vvial : 27 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-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60214.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.117 3 5 10 rVvB 361158 376590 3.03% 0.546%
2 5.044 327 333 337 rBV2 91810 140882 1.13% 0.204%
3 5.508 405 412 432 rBV 3145756 5384321 43.38% 7.806%
4 7.100 676 683 703 rBV 3210529 5599713 45.11% 8.119%
5 7.935 815 825 837 rBV 740995 1358048 10.94% 1.969%

6 9.098 1016 1023 1032 rBV 1838251 3307519 26.65%
7 10.743 1292 1303 1309 rBV 1145615 2097843 16.90%
8 10.784 1309 1310 1322 rVB2 85665 144131 1.16%
9 12.400 1576 1585 1592 rVB 106660 194206 1.56%
10 12.618 1616 1622 1628 rBV 101853 174715 1.41%

OO0 WwWh
N
[
]
R

11 13.199 1712 1721 1732 rBV 5641511 8914822 71.82% 12.
12 13.893 1834 1839 1844 rBV2 81606 145846 1.17%
13 14.574 1943 1955 1963 rBV 2329686 3539704 28.52%
14 14.968 2017 2022 2028 rBV 87963 143873 1.16%

OO UVIOoON
=
w
N
R

15 15.608 2127 2131 2136 rBvV2 129022 199361 1.61% 289%
16 16.061 2200 2208 2219 rBV 4415500 6847702 55.17% 9.928%
17 16.301 2240 2249 2255 rBV 290728 513950 4.14% ©.745%
18 16.866 2339 2345 2353 rVB4 71433 139071 1.12% ©0.202%
19 17.071 2371 2380 2384 rBV3 91988 144105 1.16% 0.209%
20 17.324 2416 2423 2428 rBV 2892104 4416663 35.58% 6.403%
21 17.365 2428 2430 2439 rVV 191745 281161 2.27%  ©.408%
22 17.453 2439 2445 2452 rVB 404831 641892 5.17% 0.931%
23 17.723 2487 2491 2497 rVB 120923 174498 1.41% 0.253%
24 18.211 2569 2574 2579 rBV2 304876 482311 3.89% ©.699%
25 18.505 2620 2624 2628 rBV2 94670 129899 1.05% ©.188%

26 19.139 2724 2732 2738 rBV2 108574 186629 1.50%
27 19.944 2862 2869 2881 rBV 9002707 12412707 100.00% 1
28 21.237 3084 3089 3097 rBV 666445 1056802  8.51%
29 21.589 3142 3149 3160 rBV2 2520944 4383216 35.31%
30 22.383 3279 3284 3295 rVB7 104633 268017 2.16%

OO RrLr NGO
U1
w
N
R

31 23.851 3530 3534 3540 rVB5 77178 166691  1.34%
32 24.762 3679 3689 3705 rVB 1615335 4572535 36.84%
33 25.908 3877 3884 3894 rVB5 62058 201150 1.62%
34 26.037 3897 3906 3911 rBVS 74931 233664  1.88%

[ I
N
o]
N
B

Sum of corrected areas: 68974237
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60214.D

Acqg On : 3 Jan 2024 5:18
Operator : MA/JU

Sample : 05899-20

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG060214.D\data.ms
8000000
6000000
4000000
5.508 7.100
2000000 9.098
10.743
117 7.935
. 5.044 I\ 10,784 12,0618
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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: BG060214.D\data.ms
19.944
8000000

6000000113.199

16.061
4000000

17.324 21.589

14.574
2000000

21.237
13.893 14.968 15.608 |16:301 16 gp@¥13687.72318-248 505 19.139 22.383
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Abundance TIC: BG060214.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60214.D

Acqg On : 3 Jan 2024 5:18
Operator : MA/JU

Sample : 05899-20

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.117 5.55 ng 376590 1,4-Dichlorobenzene-d4 7.935

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 33
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 5 (3.117 min): BG060214.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 /L
RN R ARARRRmmRES
‘ 3.20 3.303.40 3.50
obdddd  176.7 2485 3558 4509 534. m/z 43.10  31.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B R B R
3.203.303.40 3.50
‘ m/z 55.10 24.73%
O Jl\‘\”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
N R R R
3.203.303.40 3.50
5000 m/z 87.10 24.31%
0 M’w\m-O,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4950: Silane, ethyltrimethyl- e LARAARRRREREEEEEE
73.0 3.203.303.40 3.50
m/z 41.10 9.47%
h L
) A — Y P o CCSPSE S P
m/z--> 50 100 150 200 250 300 350 400 450 500 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60214.D

Acqg On : 3 Jan 2024 5:18
Operator : MA/JU

Sample : 05899-20

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 DL-Lactamide, N,N-dimethyl-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.044 2.07 ng 140882 1,4-Dichlorobenzene-d4 7.935

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2 1000452-57-0 50
2 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 38
3 0-Methyl-L-threonine, N-(n-propy... 261 C12H23NO5 1000453-24-8 33
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 32
5 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 28

Abundance Scan 333 (5.044 min): BG060214.D\data.ms (-327) (-) m/z 43.10 100.00%

43.1

5000

-

101.1

258.6 , 4.80 5.00 5.20 5.40
Ol AT 22950, 335.039300095 530 m/z s9.16 75.85%

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

Abundance  #15972: DL-Lactamide, N,N-dimethyl-, methyl ether
59.0

—

5000 L L L I L B
4.80 5.00 5.20 5.40
’ m/z 101.10  26.51%
O‘\\‘\‘J‘I\‘\‘\‘\\.\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211241: Hexaethylene glycol dimethyl ether
59.0
TP S AN SN
4.80 5.00 5.20 5.40
5000 m/z 58.05 15.29%
ANIMECZE
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #148990: O-Methyl-L-threonine, N-(n-propyloxycarbonyl) VU e e
59.0 4.80 5.00 5.20 5.40

m/z 41.10 10.44%

5000

r

143.0203.0
O‘H'\HI“mMHMm"Mm‘mwm“m“m‘uu‘mw e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40

8270-BG122923.M Wed Jan 03 18:50:07 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60214.D

Acqg On : 3 Jan 2024 5:18
Operator : MA/JU

Sample : 05899-20

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.301 2.33 ng 513950  Phenanthrene-d10 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 87
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 78
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
5 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 64
Abundance Scan 2249 (16.301 min): BG060214.D\data.ms (-2240) (- | m/z 57.10 100.00%
57.1
‘113 1 Amoo 1650
7 169.1 : :
0 H VL 000 2582 3295 4244 07116 82.28%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 A T T
16.00 16.50
113.0 m/z 43.10 47.02%
‘ ‘ 183.0
0L T — ‘r“l‘\““ ‘\‘ \“‘\hw‘ "‘\ T \“”\ ‘h\ T \2‘6\\8\0\ (LI L I A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
PRI
16.00 16.50
5000 m/z 85.05 25.56%
oL LMY 1830
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158617: Heptadecane, 2,6-dimethyl- e oo MAICL,
57.0 16.00 16.50
m/z 41.05 21.50%
5000
oL 1L TR0 1820 2530
R B R RRARa e e r -
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50

8270-BG122923.M Wed Jan 03 18:50:08 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60214.D

Acqg On : 3 Jan 2024 5:18
Operator : MA/JU

Sample : 05899-20

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.211 2.18 ng 482311  Phenanthrene-d10 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Octadecanoic acid 284 C18H3602 000057-11-4 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 2574 (18.211 min): BG060214.D\data.ms (-2569) (- | m/z 73.05 100.00%

73.0
5000
1291 2132 o

P PO - sl =
AL L)) 2685 3550 4215 516 . 6o a5 g1.63%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid
73.0

o

5000 ot ey
129.0 18.00 18.50
228.0 m/z 43.10 79.11%
O \“f\\ “I\" mm Mf“\ 1\‘1 f\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
Ty —
18.00 18.50
5000 256.0 m/Z 57.10 59.84%
129.0
T O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid . —
73.0 18.00 18.50

m/z 55.05 57.76%

5000 129.0
“‘ 185.0  284.0
‘H\H’l”\\\h\‘\‘ ‘ ; : , ;

IR |0 S S — : :
miz--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG@60214.D

Acqg On 3 Jan 2024 5:18

Operator : MA/JU

Sample : 05899-20

Misc

ALS vial : 27

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octacosanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.237 4.82 ng 1056800  Chrysene-d12 21.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 86
5 Behenic alcohol 326 C22H460 000661-19-8 80

Abundance Scan 3089 (21.237 min): BG060214.D\data.ms (-3084) (- | m/z 57.10 100.00%

57.1
5000

T

! 5'01821 267.0 355.1415.0 21.00 2150
¥ b 471.1 539.

o, 2PES  20r0  355.1415.0471.1 539, m/z 43.10

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #308226: Octacosanol
83.0

o

5000 g —
21.00 21.50
m/z 83.10 73.30%
027l 11112950 2600 53502920
\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
Py -
21.00 21.50
5000 m/z 55.10 71.88%

o

5.0
2380
F L, 1820
w***w***w***w***w***w***w**‘w***w***w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

#299848: 1-Heptacosanol 1 —

57.0 21.00 21.50
m/z 69.05 69.57%
5000
125.0
I e_——

A S e T —

m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060214.D

Acqg On : 3 Jan 2024 5:18
Operator : MA/JU

Sample : 05899-20

Misc

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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|
Butane, 2-metho... 3.117 5.5 ng 376590 1 7.935 1358050 20.0
DL-Lactamide, N... 5.044 2.1 ng 140882 1 7.935 1358050 20.0
Pentadecane, 2,... 16.301 2.3 ng 513950 4 17.324 4416660 20.0
Tetradecanoic acid 18.211 2.2 ng 482311 4 17.324 4416660 20.0
Octacosanol 21.237 4.8 ng 1056800 5 21.589 4383220 20.0
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