LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 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-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7121.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.4706 398 405 420 rBV 4681283 6814895 38.79% 5.657%
2 7.064 668 676 689 rBV 4347856 6954677 39.58% 5.773%
3 7.893 810 817 825 rVB 973243 1489451 8.48% 1.236%
4 9.052 1007 1014 1031 rBV 2598936 4411327 25.11% 3.662%
5 10.475 1245 1256 1268 rBV 833679 1426150 8.12% 1.184%

6 10.693 1286 1293 1300 rBV 1257508 2056904 11.71%
7 13.151 1703 1711 1726 rBV 7466600 10927652 62.19%
8 13.428 1752 1758 1764 rBV 139718 219815 1.25%
9 14.522 1938 1944 1952 rBV 1913214 2767230 15.75%
10 15.957 2184 2188 2191 rBV2 157030 220790 1.26%
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11 16.010 2191 2197 2205 rVB 6042999 8858546 50.42%
12 16.304 2243 2247 2256 rVB4 98648 187870 1.07%
13 16.669 2302 2309 2320 rVB3 250247 515976 2.94%
14 17.275 2405 2412 2416 rBV 2195375 3259373 18.55%
15 17.316 2416 2419 2430 rVV3 118971 350400 1.99%
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16 17.445 2431 2441 2458 rVB5 279436 1119367 6.37%
17 17.945 2521 2526 2533 rVB 158918 212379 1.21%
18 18.163 2556 2563 2572 rBV 3806875 5691054 32.39%
19 18.428 2603 2608 2612 rBV 366628 563501 3.21%
20 18.475 2612 2616 2624 rVV 506997 775464  4.41%
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21 18.592 2625 2636 2646 rVB 678237 2513699 14.31%
22 18.716 2649 2657 2668 rVV2 1223117 3898176 22.19%
23 18.828 2668 2676 2688 rVB 2620013 6488975 36.93%
24 18.986 2698 2703 2710 rBV 264519 468103 2.66%
25 19.075 2715 2718 2727 rVB2 264406 315250  1.79%
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26 19.175 2731 2735 2738 rBV 105407 195435 1.11%
27 19.281 2749 2753 2759 rVB 331916 485036 2.76%
28 19.392 2767 2772 2784 rBV 2149041 3096571 17.62%
29 19.628 2809 2812 2818 rVB 208102 306444 1.74%
30 19.698 2818 2824 2836 rVB 712265 1397013 7.95%
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31 19.828 2841 2846 2858 rVB 13913548 17570743 100.00% 14.586%
32 20.104 2890 2893 2896 rBV2 167693 223173 1.27% 0.185%
33 20.475 2949 2956 2965 rVB2 1001627 2082532 11.85% 1.729%
34 21.069 3053 3057 3064 rVB2 900730 1317448 7.50% 1.094%
35 21.151 3064 3071 3077 rBV2 1177863 2507478 14.27%  2.081%

36 21.304 3093 3097 3100 rBV3 329232 474351 2.70% 0.3947%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 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-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.351 3100 3105 3110 rBV 2789520 3686990 20.98% 3.061%
38 21.786 3174 3179 3186 rBV 1284731 2190941 12.47% 1.819%
39 22.498 3295 3300 3307 rVB 974798 1918414 10.92% 1.592%
40 23.292 3429 3435 3443 rVB 761399 1905843 10.85% 1.582%
41 23.386 3445 3451 3466 rVB 1403634 3325070 18.92% 2.760%

42 23.763 3509 3515 3524 rVB2 1888642 3922031 22.32%  3.256%
43 24.192 3583 3588 3596 rvB2 571755 1353542 7.70% 1.124%

Sum of corrected areas: 120466079
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Sep 2021 12:12
: CG/JU
: M3824-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092321\
BP007121.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.475 13.87ng 1426150  Naphthalene-ds 16.693
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 83

3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
4 Ethylene glycol monoisobutyl ether 118 C6H1402
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204

Abundance Scan 1256 (10.475 min): BPO07121.D\data.ms (-1245) (- m/z
57.0

018912-80-6 78
004439-24-1 64
000143-22-6 59

57.05 100.00%
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mmwMﬁﬁP%ﬁqﬁﬁ%%%ﬁﬂ%%‘ n/z
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Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
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i ‘J
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41.05 32.12%
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hslpe

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-

o

‘lJ\h\‘J‘\AL}]\.:\35"()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
1050

74.95  20.75%
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=
10.50
56.10  16.89%

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.669 3.17 ng 515976  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 78
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 55
4 3-Piperidinamine, 1-(1-methyl-1H... 180 C9H16N4 1251330-45-6 45
5 n-Decanoic acid 172 C10H2002 000334-48-5 25

Abundance Scan 2309 (16.669 min): BP007121.D\data.ms (-2302) (- m/z 137.00 100.00%
13y7.0

73.0
5000
‘ 1650 17.00
228.2 - -
0 W"M’m,"LWHE’T??’]W‘}?%““ 4919 . m/z 180.00  66.74%

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

Abundance #54484: (E)-4- (3 Hydroxyprop-1-en-1-yl)-2-methoxyphen:
137.

-

%

5000
16.50 17.00
\ m/z 73.00 63.96%
O‘\\\‘1"M\A\Jh‘\I“Mu\“\\h‘|\h\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0
—— —
16.50 17.00
5000 ITI/Z 60.00 57.37%
185.0
sbllibipir L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxyphenol —— ——
137.0 16.50 17.00
m/z 55.05 56.50%
w M/hMAWwvavm/ﬁy”&”w
77.0
OM‘JWAQMJNHM‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Octadecanamide Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.445 6.87 ng 1119370  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 87
2 Decanamide- 171 C10H21NO 002319-29-1 50
3 Nonanamide 157 C9H19NO 001120-07-6 43
4 1,3-Bis(dimethyl-n-pentylsilyl)p... 298 C17H38Si2 136935-56-3 43
5 Dodecanamide 199 C12H25NO 001120-16-7 43

Abundance Scan 2441 (17.445 min): BP007121.D\data.ms (-2431) (- m/z 59.00 100.00%

59.0
5000

—=
H 1128.0 240.2 17.50
il

At b 29013571 42904931 /7 72,00 52.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177477: Octadecanamide
59.0

5000 LN
17.50

m/z 57.05  43.26%
I
J

o

128. 284.0
| ? 0 198.0

H\[\H\‘\Hw\\\\I‘\Hl\‘HH‘HH‘\\H‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46293: Decanamide-

o

a1
©
o

—
17.50

5000 m/z 43.10 42.63%
“ \ 128.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34432: Nonanamide —
59.0 17.50
m/z 55.00  27.04%
5000
| 128.0
Ol T e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.163 34.92 ng 5691050 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2563 (18.163 min): BP007121.D\data.ms (-2556) (- m/z 73.00 100.00%

5000 JL
213.2 __ —
m ‘I 30 | 18.00 18.50
oy me Ll PBLO 3558415.0475.1535.1 ./, cp.op  83.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R RN
18.00 18.50
m‘ 213.0 m/z 43.10 70.34%
O‘\\\J"\\"1“\“\\‘\1f\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
= —
18.00 18.50
5000 m/z 57.10 66.42%
171.0
0“w Al MMM,J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid === —
73.0 18.00 18.50
m/z 55.10 63.97%
5000
‘L 199.0
0L5,m‘“"§p” S =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.428 3.46 ng 563501  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 96
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 96
3 Coumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805 1000263-13-6 58
4 6-Amino-2-(4-methylpiperidin-1-y... 208 C10H16N40 1000388-65-9 42
5 2-Propenoic acid, 3-(2,3-dimetho... 208 C11H1204 007345-82-6 41

Abundance Scan 2608 (18.428 min): BP007121.D\data.ms (-2603) (- m/z 208.10 100.00%

208.1
5000 137.0
77.0 —
L \I }L “J [N H 284.0342.0400.9  490.3547. 16.50
OFracobabdh b gl | cP0-0002.97909.9 4909540 m/z 165.00  54.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 T
18.50
65.0 137.0 l m/Z 137.00 42.24%
O lH“\}HI}L‘M“"mjnhl”‘lJ \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
e
18.50
5000 ITI/Z 180.05 31.54%
137.0
77.0
0 “xml‘Hu\}wJLwMJwMJltm;lw T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84397: Coumarin, 7,8-dihydro-7-hydroxy-6-methoxy-8-o e
208.0 18.50
m/z 177.00 27.27%
5000 109.0
51.0
O' WWWWWW T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12

Operator : CG/JU

Sample : M3824-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 trans-Sinapyl alcohol Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
18.475 4.76 ng 775464  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 99
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 90
3 Syringylacetone 210 C11H1404 019037-58-2 64
4 4-Chloro-3-methoxy-1H-2-benzopyr... 210 C10H7C103 024672-89-7 59
5 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 50

Abundance Scan 2616 (18.475 min): BP007121.D\data.ms (-2612) (-

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0
m/z-->

8270E-BP092121.M Fri Sep 24 12:07:35 2021

m/z 210.10 100.00%

210.1 JL
770 1490
=
H[H‘IJ | “ Lk ‘ 283.1343.2 415.0476.9535.3 1650
B L N B A LTlR e m/z 167.05  95.37%
0 50 100 150 200 250 300 350 400 450 500 550
#86880: trans-Sinapyl alcohol
21p.0
=
” 18.50
77.0 ﬂ’ m/z 154.00  36.29%
%g1m‘lJ“m”l“"m“h“‘ H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘\
0 5 100 150 200 250 300 350 400 450 500 550
#86878: cis-Sinapyl alcohol
210.0
—
18.50
77.0 m/z 149.00  31.92%
149.0
‘L?M Mﬂlﬂ\"’r A —
0 50 100 150 200 250 300 350 400 450 500 550
#86874: Syringylacetone —
167.0 18.50
m/z 77.00 26.71%
0 50 100 150 200 250 300 350 400 450 500 550 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.592 15.42 ng 2513700  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 83
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 Ethanone, 1-[2-(dimethylamino)ph... 163 C1OH13NO 010336-55-7 56
4 .delta.2-1,3,4-0Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 37
5 Glyoxylamide, N-phenyl- 163 C9HIONO2 032331-52-5 33

Abundance Scan 2636 (18.592 min): BP007121.D\data.ms (-2625) (- m/z 105.00 100.00%

105.0
5000 1631
— |
al ) 18.50
ol R0 L L 122512841 355.0411.8474.9 5452 ./, 163 95  50.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — ‘
18.50
m/z 77.00 26.48%
0 4L 220.0
\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38611: Morpholine, 4-phenyl-
105.0
T T
163.0 18.50
5000 ITI/Z 106.00 7.57%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38686: Ethanone, 1-[2-(dimethylamino)phenyl]- P
163.0 18.50
94.0 m/z 164.10 5.20%
) J\/L
oMnmxl o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.716  23.92 ng 3898180  Phenanthrene-d10 17.275
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 C9HINO2 032331-52-5 50
4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 38
5 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 38

Abundance Scan 2657 (18.716 min): BPO07121.D\data.ms (-2649) (- m/z 105.00 100.00%

105.0
163.1
5000
— 4
411 18.50 19.00
ol #t Ll | 22002820 356.1412947535324 1, 163 10 72.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — A
18.50 19.00
m/z 77.00 29.07%
O f]\r‘\\\\‘\\\\‘\\\\\2‘\2\0\.\0‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
AL —
163.0 18.50 19.00
5000 m/z 164.05 7.84%
27.0
ot He e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl- e ]
163.0 18.50 19.00
m/z 106.00 7.71%
O‘HLL, a— L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.828 39.82 ng 6488980  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 91
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
3 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H2406 1000366-96-7 78
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 78
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64

Abundance Scan 2676 (18.828 min): BP007121.D\data.ms (-2668) (- m/z 105.00 100.00%
105.0

5000
- —
. 18.50 19.00
ol A2 L R7912411 3362 4152 489.15471 1 7 149.00  83.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 — —
18.50 19.00
m/z 77.00 38.84%
420 179.0
O‘\\\\’J\ll\\‘\\\\‘{\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0

- —
18.50 19.00
5000 m/z 150.00 8.59%

e

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

Abundance  #214014: 2,5,8,11-Tetraoxatridecan-13-yl benzoate — —
149.0 18.50 19.00

m/z 51.00 8.22%

59.0
5000

0 | J‘J Huh\ ol 209.0267.0
ERJAAL L B L B B L B L L S I O =

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 11 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.392 16.80 ng 3096570 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2772 (19.392 min): BP007121.D\data.ms (-2767) (-~ m/z 73.00 100.00%

-

5000
185.1
‘ ” \ 284.3 19.00 19.50
0l ““M b _uh “‘\“‘3‘42 -0402.9460.9%21.7  m/z 60.00 83.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T U
185.0 19.00 19.50
‘} m/z 43.10 80.68%
()II MM\“H ‘\\\\\‘\‘\L!H\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
— ——
19.00 19.50
5000 ITI/Z 57.05 76.21%
OL ‘ 199.0
ssolllbliso | |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.10 69.86%
5000

el

Ok bl L has —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550  19.00 19.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 12 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.698 7.58 ng 1397010 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heptadecane 240 C17H36 000629-78-7 94
3 Hexacosane 366 C26H54 000630-01-3 94
4 Docosane, 5-butyl- 366 C26H54 055282-16-1 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93

Abundance Scan 2824 (19.698 min): BP007121.D\data.ms (-2818) (- m/z 57.10 100.00%

57.1
5000
1950 2000
l . .
218.0 |
o"J‘HNMW««_a‘“2‘?‘1"?‘“3‘5,5;1”‘4‘2‘9:?“':5‘?-““‘5‘4?:‘ m/z 71.10  69.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — —T
19.50 20.00
m/z 85.10 54.61%
LTS, aon0 2070 300
O\\\‘\\\\‘\\‘\%“\\1!\‘!‘\\\‘\\\\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
T —
19.50 20.00
5000 m/z 43.10 54.42%
‘ 12 240.0
I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T ——
57.0 19.50 20.00
m/z 55.10  23.92%
o \‘ | | 270 197.0 2670  367.0
H"H“_"w"H“H"H“_“w“u“u“u“_“w‘ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 13 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.475 11.30 ng 2082530 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2956 (20.475 min): BPO07121.D\data.ms (-2949) (- m/z 57.10 100.00%
57.1

%

5000
‘ ' ﬂl 207.0 281.1 2050
o‘u‘u“H‘HMMllh‘H‘W‘H“H3ﬁ59‘ﬁ?9}u5ﬂ39‘_ m/z 71.10  73.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 U

20.50
m/z 85.10 56.96%

L RR70 1970 2810 394.0

O‘\\“1\’\\\\‘\1\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
—
20.50
5000 m/z 43.10 56.80%

| ‘ H‘137“1970 296.0
0\“‘ HH““‘“““‘“H“H‘“HH“““\\\\‘\\\\‘\H“‘

+

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0 20.50
m/z 55.05 22.96%
239 0
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\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 14 1-Heptadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.069 7.15 ng 1317450 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 95
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94

Abundance Scan 3057 (21.069 min): BPO07121.D\data.ms (-3053) (- m/z 57.10 100.00%
57.1

%

5000
( 010 21.00
of itk " Ly ,nﬁ 2. 281.0341.0401.0  489.0549. ./, g3.10  85.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121337: 1-Heptadecene
43.0
5000 B :
21.00
m/z 55.10 80.19%
L T
\\\‘\\\\‘f\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester

%

57.0
21.00
5000 m/z 43.10 77 .83%
252.0
0 H‘Lm‘ M,n1830398°,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308224: Octacosanol T ‘
57.0 21.00
m/z 97.05 75.17%
5000
392.0
ol}Ju,xf‘??‘.°l‘255°3230~‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 15 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.151 13.60 ng 2507480 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
4 Hexacosane 366 C26H54 000630-01-3 93
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93

Abundance Scan 3071 (21.151 min): BPO07121.D\data.ms (-3064) (- m/z 57.10 100.00%
1

57.
5000
2100 2150
127.1 .
0""H‘.‘JM”‘WHLH‘wE?Z"(‘)"2‘5‘3‘1"‘]1‘3“5}"‘3“4‘]"7‘1]“?‘7‘3'%"5‘4?( m/z 71.10  72.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 T —
21.00 21.50
m/z 43.10 56.28%
O\‘\"\J\‘\J‘\J‘l\gz.\‘o“\\1\9\7‘.\0\\\2‘6\\8;0\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
—— —
21.00 21.50
5000 m/z 85.10 55.83%
281.0
113.0
o ALl ams0 | w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl- T T
57.0 21.00 21.50
m/z 55.10 23.43%
5000
182.0 309.0
ol L3230 2000 00 gr00 e T
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\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 16 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.786 11.88 ng 2190940 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 13-Methylheptacosane 394 C28H58 015689-72-2 94
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane, 1-iodo- 492 C26H531 1000406-32-1 91

Abundance Scan 3179 (21.786 min): BPO07121.D\data.ms (-3174) (- m/z 57.10 100.00%
57.1

—— —
’1 167.2 21.50 22.00
ol MUITI 972 2s11 3513 4172 4904547, 1)y 7110 72.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 - =
21.50 22.00
m/z 85.10 55.71%
\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
= —
21.50 22.00
5000 m/z 43.18  53.35%
1 239 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298434: 13-Methylheptacosane —— —
57.0 21.50 22.00
m/z 55.10 23.11%
5000
196.0
ol UL oo a0 B
m/z--> 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\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 17 Dotriacontane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.498 10.41 ng 1918410 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3300 (22.498 min): BPO07121.D\data.ms (-3295) (- m/z 57.10 100.00%
57.1

——
H ’1 1972 22.50
0 Ww\_‘mm £.266.03234 416947505353 nm/z 71.10  73.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 T
22.50
m/z 85.10 56.88%
‘ | Jﬁ 197.0 267.0 338.0
O\J\\‘\\\\‘\\\J‘l\‘\\‘\\‘H\\l\l\‘l\l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0
——
22.50
5000 ITI/Z 43.10 51.73%
0 N HWM 970 2670 3370 4490
A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- —
43.0 22.50
m/z 55.10 19.77%
- v«\ffwwﬂwjﬂmvwﬂwww\,r
}1 3.0 196.0
ol AT ly2ss0 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 18 Heneicosane, 11-decyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.292 9.72 ng 1905840 Perylene-di2 23.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
4 2-Methyltetracosane 352 (C25H52 001560-78-7 94
5 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 94

Abundance Scan 3435 (23.292 min): BPO07121.D\data.ms (-3429) (- m/z 57.10 100.00%
57.1

. J\/LW
—— —
| [F /1 197.2 267.0 2300 2850
Ol L 2202 2070 3371 4180 5030 /7 71.10  71.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-
57.0
5000 e —
23.00 23.50
295.0 m/z 85.10 56.38%
O‘\‘!\‘!JHJEZI?WII;(?!‘\4350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
—— —
23.00 23.50
5000 ITI/Z 43.10 54.63%
0 “‘ || 1270 197.0 268.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- T —
57.0 23.00 23.50
m/z 55.10 22.74%
ol LIPS 200 3Os7o et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 19 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.386 16.96 ng 3325070 Perylene-di2 23.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Hexacosanol 382 C26H540 000506-52-5 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3451 (23.386 min): BPO07121.D\data.ms (-3445) (- m/z 57.10 100.00%

57.1
5000
l 5'1 ‘ T T ‘ T
23.00 23.50
207.0 .
ol Al | | PO70 302136444291 5363 .. 9710  92.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 — —
23.00 23.50
1250 m/z 83.10 92.46%
O \\“\M\‘\‘\\\‘J\\\h\l\“‘i\h\ 35‘\9\\2‘6\4\9‘\\\\‘3\7\\8\(‘)\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
— ——
23.00 23.50
5000 m/z 55.10 77.28%
125.0
oLy asso oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol “ T
97.0 23.00 23.50
m/z 69.10 74.79%
h W/\jkb
0 29' | ‘ Lhd g |0| .236 0294.0 \364 0
e A s e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 20 Hexadecane, 1-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
24.192 6.90 ng 1353540 Perylene-di2 23.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane, 1-iodo- 492 C26H531 1000406-32-1 91

Abundance Scan 3588 (24.192 min): BP007121.D\data.ms (-3583) (- m/z 57.10 100.00%
57.1

-

5000
—— —
I i ”1 7.1 206.2 281.1 24.00 24.50
oy 27202, 052 355.1413.2476.25369 /7 71.10  70.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 — ——
24.00 24.50
2250 m/Z 85.10 55.63%
S, ]
O‘\\J\%’\lY‘f\\J‘WlWJ\JH\%\\‘\\‘\\‘\\\\‘\\3\\5‘2\.\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
—— —
24.00 24.50
5000 m/z 43.10 50.63%

| ‘ ‘ L Jllﬁ'o 197.0  296.0

-

O R A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane T —
57.0 24.00 24.50
m/z 55.10  24.63%
5000

3

Ny [27.0 197.0 281.0  394.0
oA S e e e e e e e — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7121.D

Acqg On : 23 Sep 2021 12:12
Operator : CG/JU

Sample : M3824-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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|
Ethanol, 2-(2-b... 10.475 13.9 ng 1426150 2 10.693 2056900 20.0
(E)-4-(3-Hydrox... 16.669 3.2 ng 515976 4 17.275 3259370 20.0
Octadecanamide 17.445 6.9 ng 1119370 4 17.275 3259370 20.0
n-Hexadecanoic ... 18.163 34.9 ng 5691050 4 17.275 3259370 20.90
3,5-Dimethoxy-4... 18.428 3.5 ng 563501 4 17.275 3259370 20.0
trans-Sinapyl a... 18.475 4.8 ng 775464 4 17.275 3259370 20.0
Oxybis(propane-... 18.592 15.4 ng 2513700 4 17.275 3259370 20.0
Morpholine, 4-p... 18.716 23.9 ng 3898180 4 17.275 3259370 20.90
Diethylene glyc... 18.828 39.8 ng 6488980 4 17.275 3259370 20.0
Octadecanoic acid 19.392 16.8 ng 3096570 5 21.357 3686990 20.0
Tetracosane 19.698 7.6 ng 13970160 5 21.357 3686990 20.0
Octacosane 20.475 11.3 ng 2082530 5 21.357 3686990 20.0
1-Heptadecene 21.069 7.2 ng 1317450 5 21.357 3686990 20.0
Nonadecane 21.151 13.6 ng 2507480 5 21.357 3686990 20.0
Octadecane 21.786 11.9 ng 2190940 5 21.357 3686990 20.0
Dotriacontane, ... 22.498 10.4 ng 1918410 5 21.357 3686990 20.0
Heneicosane, 11... 23.292 9.7 ng 1905840 6 23.763 3922030 20.0
1-Heptacosanol 23.386 17.0 ng 3325070 6 23.763 3922030 20.0
Hexadecane, 1-i... 24.192 6.9 ng 1353540 6 23.763 3922030 20.0
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