LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0O@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample : M3279-02 :
Misc : 20210569-COM-42

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_ P\Methods\8270E-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6518.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.905 304 309 322 rVB 1624392 2218817 25.19% 3.716%
2 5.358 380 386 397 rVB 4225455 5811239 65.96% 9.734%
3 5.969 485 490 498 rVB 329841 467950 5.31% 0.784%
4 6.934 647 654 667 rVB 3985108 6124108 69.51% 10.258%
5 7.752 787 793 801 rBV 902755 1431158 16.25% 2.397%

6 8.911 982 990 1000 rBV 2362691 3845744 43.65% 6
7 10.328 1224 1231 1243 rBV 362894 608933 6.91% 1
8 10.540 1259 1267 1274 rBV 1220716 2019475 22.92%  3.383%
9 11.816 1476 1484 1491 rVB 51944 114716 1.30% o
10 13.010 1678 1687 1700 rBV 4782705 6867118 77.95% 11.

11 13.816 1816 1824 1829 rBV2 58114 100025 1.14% ©
12 14.381 1912 1920 1928 rBV 1641898 2503709 28.42% 4
13 15.875 2161 2174 2196 rBV 4034149 5823115 66.10% 9.754%
14 17.134 2381 2388 2396 rBV 1962201 2854068 32.40% 4
15 18.039 2537 2542 2551 rBV 275813 398499 4.52% ©

16 19.281 2749 2753 2760 rBV 152466 205729 2.34%  ©.345%
17 19.539 2793 2797 2801 rVB2 129729 154971 1.76%  ©.260%
18 19.710 2820 2826 2831 rBV 7219138 8809801 100.00% 14.756%
19 20.022 2876 2879 2883 rVB 154379 157382 1.79% 0.264%

20 20.504 2957 2961 2965 rBV2 271133 332209 3.77% ©.556%
21 20.963 3035 3039 3046 rBV 551054 652676  7.41%  1.093%
22 21.233 3080 3085 3091 rBV 2453870 3079169 34.95% 5.158%
23 21.398 3109 3113 3117 rVB 374357 408295 4.63% 0.684%
24 21.845 3186 3189 3197 rVB 343149 444313 5.04% ©.744%
25 22.333 3268 3272 3279 rVB 279831 402957 4.57% 0.675%
26 22.463 3291 3294 3299 rVB 257236 345421 3.92% 0.579%
27 22.869 3360 3363 3369 rVB 223063 309795 3.52% ©.519%

28 23.557 3473 3480 3491 rVB2 1585046 3210560 36.44%  5.378%

Sum of corrected areas: 59701952
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Aug 2021 22:04
: CG/JU
: M3279-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
BP006518.D

20210569-COM-42

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.905 31.01 ng 2218820 1,4-Dichlorobenzene-d4 7.758

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 309 (4.905 min): BP006518.D\data.ms (-304) (-) m/z 43.00 100.00%
43.0
5000
101.0 R RAREE s ama
4.60 4.80 5.00 5.20
Oboid il 1650223.208313410 43014928 /7 s9.00  60.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B R
4.60 4.80 5.00 5.20
m/z 100.95 22.67%
101.0
O\\"fu‘\\‘\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

—

59.0
e
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 16.67%
| 1260
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4153: 1-Propen-2-ol, acetate T
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.23%
5000 J\
S e e 8
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.969 6.54 ng 467950 1,4-Dichlorobenzene-d4 7.758

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 33
3 3-Hexanol, acetate 144 C8H1602 040780-64-1 25
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
Abundance Scan 490 (5.969 min): BP006518.D\data.ms (-485) (-) m/z 73.00 100.00%

73.0
5000

5.60 5.80 6.00 6.20
il ds28 20700648 3429 42894876548 iy 43.00  79.67%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl-
73.0
5000 T T [T T[T T TrrrprT
5.60 5.80 6.00 6.20
m/z 114.95 11.12%
O‘\\"\‘!‘“1\\\4\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9027: N-.alpha.-Acetylglycinamide
73.0

5.60 5.80 6.00 6.20
5000 m/z 41.05 9.71%

5.

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

#24070: 3-Hexanol, acetate T T T T T T T
43.0 5.60 5.80 6.00 6.20

m/z 42.05 6.81%

5000
115.0
I ’ ‘

e A RRE R e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550  5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.328 6.03 ng 608933 Naphthalene-d8 10.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Diisopropyl ether 102 C6H140 000108-20-3 46

Abundance Scan 1231 (10.328 min): BP006518.D\data.ms (-1224) (-  m/z 57.10 100.00%

Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e
45.0 10.00 10.50

m/z 56.10  15.80%

57.1
5000
— ——
‘ a3z 10.00 10.50
b 75 206.1 281.0340.6403.1  489.5547  n/z 45.00  88.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 o e
10.00 10.50
m/z 41.05 35.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— e
10.00 10.50
5000 ITI/Z 74.95 21.88%
o“”“‘““,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
e

5000

C

il Jls0 A

o_"w‘m"m‘m‘_HWHWm_Mwwww :
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.040 2.79 ng 398499  Phenanthrene-d10 17.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2542 (18.039 min): BP006518.D\data.ms (-2537) (- m/z 73.00 100.00%

73.0
5000
213.2 LT
zn
ob MMLAEEPO | [, 28293410 4289 5389 . 5o 95  ge.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 IR
129.0 18.00
m/z 43.05 74.26%
O\‘\‘“ M\'HJIIHHJ\P\OI
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0
T \
18.00
m/z 57.05 61.93%
5000 185.0 /
oLt |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid — ‘
73.0 18.00
m/z 41.05 61.24%
5000
‘ 143.0 242.0
R TPt )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.504 2.16 ng 332209 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tetracosane 338 (C24H50 000646-31-1 86
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 83
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1010280-67-0 80

Abundance Scan 2961 (20.504 min): BP006518.D\data.ms (-2957) (- m/z 57.10 100.00%
57.1

20.50 |
127.1 207.0 :
o_Hw.MMWH“"“_‘295"11‘?"5;99‘_““‘?‘1‘-?‘5&9:‘1_ m/z 71.05 78.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 T ]
20.50
m/z 43.10 66.54%
127.0
O‘J‘I‘|J‘IJ‘\“].‘97.O296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
T I
20.50
5000 ITI/Z 85.05 55.58%
| ‘ ||| 1270 197.0 2680
O e e e S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane T I
57.0 20.50
m/z 41.10 27.50%
h M
‘ | 1770 197.0 267.0 3380
0 L B SR —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Carbonic acid, eicosyl viny... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.963 4.24 ng 652676 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91
4 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 91
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91

Abundance Scan 3039 (20.963 min): BP006518.D\data.ms (-3035) (- m/z 57.10 100.00%

57.1
5000
—
JFF” 207.0 355.1 21,00
b d b LTs 0 2000 2820 3551 4610 8351 m/z 71.e5  77.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 T
21.00
k m/z 43.10 67.84%
5.0
O\\I‘\\“\I\‘\‘\‘ﬁh\.\“\%%6‘70\\\‘2\8\\0\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
—r
21.00
5000 ITI/Z 85.10 51.64%
o] ”j 12701970 267.0337.0  463.0 533.0 604.(
e e P e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #248885: Carbonic acid, octadecyl vinyl ester S
57.0 21.00
m/z 55.05 34.43%
h JMNAMMWWMJ\Nmﬂvnwﬁﬂv
5.0
o.%hﬁ.mﬂ, —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.398 2.65 ng 408295 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 91
3 2-Methylpentacosane 366 C26H54 000629-87-8 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3113 (21.398 min): BP006518.D\data.ms (-3109) (- m/z 57.05 100.00%

57.0
5000
21‘0(5 ‘21‘50‘
oJw‘lﬁu2°x8-°383-0343-9412-9475-1534-8 niz 71.65  82.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — —
21.00 21.50
m/z 43.10 63.47%
|LLFT2 2970 2670 s380
O\\ ‘\\\\‘\\\%‘A\\\\‘\\\\‘\\!\‘1\\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
— ——
21.00 21.50
5000 m/z 85.10 59.20%
224.0
3.0 295.0
04 ‘u‘uMmmw_"”,‘mﬂ_“‘394‘9_”‘_‘”_”‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane o —7
57.0 21.00 21.50
m/z 41.10 25.47%
5000
323.0
] 1‘ om0
o""mwwmﬂwwm‘H_JWWW‘w_m_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.845 2.89 ng 444313 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 90

Abundance Scan 3189 (21.845 min): BP006518.D\data.ms (-3186) (- m/z 57.10 100.00%
57.1

5000

-

J\ Ivite 21.50 22.00

1 2811
b A LI 297Y 2811 386944515038 ;0 71,19 79.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane

a1
=l
o

5000 T ——
21.50 22.00
m/z 43.05 62.93%
O‘\\‘\"\l\‘\l\‘l‘l\lazl\‘(‘)‘\\].\9\7‘.\0\\\2‘6\\8\.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
— ——
21.50 22.00
5000 m/z 85.10 55.90%

LET0 2100 3090367

L Il

B

0 e At b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane o T
57.0 21.50 22.00
m/z 55.10  26.99%
o LS 1570 2mo S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.333 2.62 ng 402957 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3272 (22.333 min): BP006518.D\data.ms (-3268) (-  m/z 57.05 100.00%
57.0

22‘06 ‘22‘50‘
127.1 . .
' 209.0 281.1
o‘u“""\Lf‘wHH"‘H"‘H‘“‘3‘?7”9““‘?"37‘2““9‘1‘9?“‘?‘ m/z 71.10  75.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — -
22.00 22.50
m/z 43.05 60.10%
127.0 239.0
O\\J‘\}\\WI‘WF\\\‘\\T\T\\\‘!‘\12\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
— ——
22.00 22.50
5000 m/z 85.10 58.11%
127.0
0 M!memwo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- — —
57.0 22.00 22.50
m/z 55.00 23.27%
127.0
o LT 2910 270 seso o T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6518.D

Acqg On : 05 Aug 2021 22:04

Operator : CG/JU

Sample 1 M3279-02 :
Misc : 20210569-COM-42

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.463 2.15 ng 345421 Perylene-di2 23.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 90
2 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 78
35,9,13,17-Tetramethyl 4,8,12,16-... 332 C22H3602 1000432-37-9 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 2,6,10-Dodecatrienoic acid, 3,7,... 250 C16H2602 003675-00-1 64

Abundance Scan 3294 (22.463 min): BP006518.D\data.ms (-3291) (- m/z 69.05 100.00%

Abundance #239650: 5,9,13,17-Tetramethyl 4,8,12,16-octadecatetrac
69.0 22.50

m/z 68.00 12.21%

69.0
5000
—
137.1 207.0 281.0 22.50
Orrribid (LI, 2070 2810339.03901 47615853 ./, g1.65 48.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308258: Squalene
69.0
5000 SR
22.50
m/z 41.10 21.87%
137.0
il 208.0 273.0 341.0 410.0
O‘\\\l\“\ \\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #118838: Farnesol (E), methyl ether
69.0
——
22.50
5000 m/z 95.05 12.61%
‘ 136.0
ol 2000
m/z--> 0 50 100 150 200 250 300 350 400 450 500
——

5000

‘ 135.0
| Ll |H\ \U “ | Il \193 0 263 0 332 0

-

0y
miz-> 0 50 100 150 200 250 300 350 400 450 500 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0O@6518.D

Acqg On 1 05 Aug 2021 22:04
Operator : CG/JU

Sample : M3279-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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|
2-Pentanone, 4-... 4,905 31.0 ng 2218820 1 7.758 1431160 20.0
2-Pentanone, 4-... 5.969 6.5 ng 467950 1 7.758 1431160 20.0
Ethanol, 2-(2-b... 10.328 6.0 ng 608933 2 10.540 2019480 20.0
n-Hexadecanoic ... 18.040 2.8 ng 398499 4 17.134 2854070 20.0
Heneicosane 20.504 2.2 ng 332209 5 21.233 3079170 20.0
Carbonic acid, ... 20.963 4.2 ng 652676 5 21.233 3079170 20.0
Tetracosane 21.398 2.6 ng 408295 5 21.233 3079170 20.0
Nonadecane 21.845 2.9 ng 444313 5 21.233 3079170 20.0
Heptadecane, 9-... 22.333 2.6 ng 402957 5 21.233 3079170 20.0
Squalene 22.463 2.1 ng 345421 6 23.557 3210560 20.0
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