LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS Vvial : 17 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_F\METHODS\8270-BF081721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125081.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.252 19 28 34 rBV 1102820 1517910 30.64% 3.503%
2 5.151 511 521 529 rBV 239280 329926 6.66% 0.761%
3 5.540 581 587 590 rBV 4482749 4594521 92.75% 10.603%
4 6.540 751 757 760 rBV 4161526 4695066 94.78% 10.835%
5 6.916 818 821 825 rBV 1270751 1119041 22.59% 2.583%

6 7.481 912 917 920 rBV 3199368 3133770 63.26%
7 8.098 1018 1022 1025 rBV 950349 730248 14.74%
8 8.204 1035 1040 1043 rBV 1603577 1496619 30.21%
9 9.281 1217 1223 1226 rBV 5226186 4953517 100.00% 11.

9.386 1237 1241 1245 rBV 404232 344069 6.95%
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11 9.533 1263 1266 1269 rBV 74054 55465 1.12%
12 9.957 1334 1338 1341 rBV 1949857 1546871 31.23%
13 10.745 1465 1472 1475 rBV 3447976 3296286 66.54%
14 11.445 1587 1591 1594 rBV 1859549 1604385 32.39%
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15 11.833 1654 1657 1661 rVB 245772 184037 3.72% 425%
16 11.963 1671 1679 1684 rBV2 311243 316958 6.40% 0.731%
17 12.539 1771 1777 1785 rBV2 412737 426388 8.61% 0.984%
18 12.627 1789 1792 1794 rBV 167767 132945 2.68% ©.307%
19 12.651 1794 1796 1805 rVB 168567 185795 3.75% 0.429%
20 12.751 1810 1813 1820 rBV 102221 119709 2.42% 0.276%
21 12.886 1831 1836 1838 rBV 158746 178282 3.60% 0.411%

22 13.033 1856 1861 1864 rBV 4720440 4518389 91.22% 10.427%

23 13.257 1897 1899 1901 rVB 77888 57432 1.16% ©.133%
24 13.504 1938 1941 1952 rVB3 82601 108878 2.20% ©.251%
25 13.921 2008 2012 2018 rBV 931127 902119 18.21% 2.082%
26 14.080 2031 2039 2042 rBV 1142682 1155792 23.33% 2.667%
27 14.245 2064 2067 2073 rBV 127677 121329 2.45%  ©.280%
28 14.368 2085 2088 2095 rVB 66013 58864 1.19% ©0.136%
29 14.557 2116 2120 2127 rBV 693437 683082 13.79% 1.576%
30 14.768 2153 2156 2161 rBV6 40048 60453 1.22% 0.140%
31 14.886 2168 2176 2182 rBV5 133259 341131 6.89% 0.787%
32 15.021 2195 2199 2206 rVB 182519 205156 4.14% 0.473%
33 15.133 2215 2218 2222 rBV 61804 86933 1.75% 0.201%
34 15.221 2229 2233 2234 rBV 219526 231271 4.67% ©.534%
35 15.239 2234 2236 2244 rVB 318774 409964 8.28%  0.946%
36 15.445 2268 2271 2275 rVB 41842 51770 1.05% 0.119%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS Vvial : 17 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_F\METHODS\8270-BF081721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.510 2278 2282 2288 rVB 68600 91666 1.85% ©.212%
38 15.580 2288 2294 2298 rBV 790999 990782 20.00%  2.287%
39 15.821 2331 2335 2340 rBV 125812 172252 3.48% 0.398%
40 16.068 2372 2377 2381 rBV 157269 246335 4.97% 0.568%
41 16.115 2381 2385 2394 rVB 192571 330461 6.67% ©.763%
42 16.727 2486 2489 2500 rVB 22161 61071 1.23% 0.141%
43 16.898 2513 2518 2526 rVB2 108507 205649 4.15% 0.475%
44 17.221 2567 2573 2578 rBv4 43469 94100 1.90% ©0.217%
45 17.292 2578 2585 2596 rBv4 243269 577253 11.65% 1.332%
46 17.409 2601 2605 2610 rVB3 31397 62283 1.26% 0.144%
47 17.709 2649 2656 2663 rBv4 144499 325891 6.58% ©.752%
48 18.398 2766 2773 2784 rBV9 39363 112571 2.27%  ©.260%
49 18.598 2803 2807 2814 rVB9 45070 106888 2.16% 0.247%

Sum of corrected areas: 43331573
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Aug 2021 22:13
: M3428-11

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
BF125081.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0
Time-->
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TIC: BF125081.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.252  27.13 ng 1517910 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23

Abundance  Scan 28 (2.252 min): BF125081.D\data.ms (-19) (-) m/z 72.95 100.00%

73.0
5000 43.0 A
87.1 V0
‘ 220 240 2.60
oHWWwWMHH_Ww,mwHWww,wwww m/z 43.00  49.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B
220 240 2.60
43.0 o
87.0 m/z 55.00 35.50%
\ \‘ 90 If
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
—
220 240 2.60
5000 m/z 87.10 23.47%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e
73.0 220 2.40 260
87.0 m/z 41.00 16.20%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ e i B e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.151 5.90 ng 329926 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 521 (5.151 min): BF125081.D\data.ms (-511) (-) m/z 43.00 100.00%
3.0
59.0
5000
N R L
| 630 101.0 4.80 5.00 5.20 5.40
0 e el e m/z 59.00 53.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LI L LA L BN B R B
4.80 5.00 5.20 5.40
101.0 m/z 58.00 15.08%
31.0 L | 83.0 |
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e A REmaRRE S
4.80 5.00 5.20 5.40
5000 41.0 m/z 101.00  13.48%
29.
87.0
“_“W‘H““w R e AR
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- T
59.0 4.80 5.00 5.20 5.40
m/z 40.95 8.38%
5000
101.0
41.0
ol 289 2 Il ol 720 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 5
R.T. EstConc Area Relative to ISTD R.T.
8.098 9.76 ng 730248 Naphthalene-d8 8.204

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 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59

4 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 43
5 Butane, 1-methoxy- 88 C5H120 000628-28-4 43

Abundance Scan 1022 (8.098 min): BF125081.D\data.ms (-1018) (-) m/z 45.00 100.00%

45.
5000
750 A RAREE
| ‘ | 101.0 132.0 7.80 8.00 8.20 8.40
Ob el Mt PRES o  m/z 57.080  98.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B I LA LA BN
29.0 7.80 8.00 8.20 8.40
75.0 m/z 40.95 32.77%
Ot T \‘H“\‘\“‘H‘\ \MH\ \‘1“\“ \“\‘ \1\0}9\0\ T \1\3\2\0‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T e
7.80 8.00 8.20 8.40
5000 m/z 56.00 15.52%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0 7.80 8.00 8.20 8.40
m/z 75.00 15.29%
5000
29.0 75.0
— J;‘M Al e — SRR | N—
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 unknown9.386 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.386 4.45 ng 344069  Acenaphthene-d10 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexyne-2,5-diol, 2,5-dimethyl- 142 C8H1402 000142-30-3 25
2 3,6-Dimethyl-6-hepten-4-yn-3-o0l 138 C9H140 003601-67-0 23
3 2,3-Nonanedione 156 C9H1602 1000430-93-9 10
4 1-Acetyl-3-amino-4-cyano-3-pyrro... 151 C7HIN30 002125-74-8 9
5 4-Methyl-4-(tetrahydropyran-2-yl... 214 C11H1804 118006-75-0 9

Abundance Scan 1241 (9.386 min): BF125081.D\data.ms (-1237) (-) m/z 43.00 100.00%

5000 109.0
151.1 .
RamE e RRARRREEES
‘ 1 1331 160.1 9.00 9.20 9.40 9.60 9.80
oHH_HJ‘ - ‘M‘m‘upwﬁJmm_m_‘m”” m/z 109.00  48.72%
miz--> 20 60 80 100 120 140 160
Abundance ﬂ2m13waw25mm25mmaWL
43.0
109.0
5000 810 LN BN R
9.00 9.20 9.40 9.60 9.80
127.0 m/z 151.05 26.99%
O\\\\‘\\\\H\\‘\‘hq‘\q\\\“‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #20213: 3,6-Dimethyl-6-hepten-4-yn-3-ol
43.0 109.0
R R R
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.00 17.09%
150 |, %30 er0 | 138.0
o R 1 Rt S MRS it s
miz--> 20 40 60 80 100 120 140 160
Abundance #33726: 2,3-Nonanedione BEERRERSEESEE S L S
43.0 9.00 9.20 9.40 9.60 9.80
m/z 69.00 10.91%
5000
85.0 113.0
oy oy
O e e e
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.963 3.95 ng 316958 Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1679 (11.963 min): BF125081.D\data.ms (-1671) (- m/z 43.00 100.00%

43.0 73.0
5000
129.1
——
‘ 101.0 1711 2131 256.3 12.00
bt m/z 73.00  92.57%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 o
12.00
157.01g5 02130  256.0 m/z 60.00 89.50%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
==
12.00
5000 129.0 ITI/Z 57 .00 79.04%

L e 1

]‘-§\0‘““i““‘”!” MHu‘\““\‘}\‘Mu‘\H‘MH“H‘H‘“H“‘HH‘HH“HH“

m/z--> 20 40 60 80 100120 140160 180200 220 240 260

Abundance #92070: Tridecanoic acid

73.0 12.00

m/z 55.00 72.92%

43.0
5000
129.0
1710 2140
101.0
15 0“ [l ‘ u‘\ HMM (m\ mL T ‘ | ‘

m“\lu‘;m‘\\u‘uu‘uu‘uu‘uu‘uu‘\m‘\m‘\m‘uu‘\ 7

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00

o

(e

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.539 5.32 ng 426388  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 94
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
4 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 90
5 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 87

Abundance Scan 1777 (12.539 min): BF125081.D\data.ms (-1771) (- m/z 54.95 100.00%

5]:
5000
87.0
T T
| %2‘3'1 180.1 2222 2641 12.50
ob— M L U PRV i e S S m/z 41.00 63.98%
miz--> 100 150 200 250 300

Abundance #194440 9-Octadecenoic acid (Z)-, methyl ester

53.0
5000 ‘ ‘
12.50
m/z 43.00 53.06%
230
LLLLLLTS o 220 st0me
oL—- H‘\\‘M\H‘H\U\ \H\‘\\‘ by “‘ —

%

miz--> 200 250 300
Abundance #194419. 10—Octadecen0|c acid, methyl ester
55.0
P |
12.50
5000 m/z 69.60  50.86%
264.0
. 180.0 222.0 296.C
miz-> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester — ‘
55.0 12.50
m/z 74.00 42.30%
5000
97.0
264.0
38.0 180 0 222.0
0].\5 ‘0\‘ U‘ \HH\‘ ‘HM\ ‘\ i \H\‘M T - . ‘ ‘h‘ ‘2‘96‘C e
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.921 15.61 ng 902119 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2012 (13.921 min): BF125081.D\data.ms (-2008) (1 m/z 57.00 100.00%

57.0
5000
111
P
M 54.1 2301 1400
ol ddLhiiisat 23012801 ./, ss.e0  89.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate
57.0
5000 LN
11.0 14.00
m/z 43.00 87.50%
O\“\“‘ H ‘J “]TS“\\\\‘\\2:\3\8‘0\2\8\3\0’\3\3\4\‘0\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecy! ester
57.0
o
14.00
m/z 83.05 69.95%
5000 11.0
224.0
oL LLLLLLLL, 2 2800000 o,
miz--> 50 100 150 200 250 300 350 400
Abundance #275085: Octadecy! trifluoroacetate —
57.0 14.00
m/z 69.05 61.57%
5000 11.0 L(
LU oo meomroses L
m/z--> 50 100 150 200 250 300 350 400 14.00

8270-BF081721.M Wed Aug 18 12:05:17 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 Heptafluorobutyric acid, he... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.557 11.82 ng 683082 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2120 (14.557 min): BF125081.D\data.ms (-2116) (- m/z 57.00 100.00%

57.0
5000
111
T I
‘ “ 168 1 254 1 1450
0 Hu“‘ bilgtesl 2sel o m/z 43.00  84.08%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 — :
11.0 14.50
‘ m/z 55.00 80.28%
169
O \J\ ‘\“ \“\ f‘\ “i “ “ ‘“ “\ \ T \“2\2\‘4;\0‘2\6\9\0\ ‘ L ‘ T \‘4’\2\0\0\
m/z--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
T \
14.50
5000 11.0 m/z 83.00 57.02%
oLl ‘ | Il 1680 23802830 3840
e i B e R A
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate e T
57.0 14.50
m/z 69.00 55.22%
5000
11.0
169.0
\‘ | H ‘ H\ ‘\ \ i | 238. 02830 434.(
O I B R B R —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.886 6.89 ng 341131 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 64
2 Triacontyl acetate 480 C32H6402 041755-58-2 60
3 1-Hexacosanol 382 C26H540 000506-52-5 60
4 Octacosanol 410 C28H580 000557-61-9 55
5 Octacosyl acetate 452 C30H6002 018206-97-8 55

Abundance Scan 2176 (14.886 min): BF125081.D\data.ms (-2168) (1 m/z 55.00 100.00%

55.0
5000
11 1871 407.3 — —
“ \ 14.50 15.00
oAkl M‘”w“u‘_“w“‘wknﬂ‘h‘w‘ m/z 43.00  78.29%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336401: 17-Pentatriacontene
57.0
5000 — -
1.0 14.50 15.00
m/z 57.00 75.01%
O T \Jl\ [ T \l ‘\‘ \I‘“”\“\‘“\ I\I “l\“l\ ‘\I‘ \m‘ “\2\“3\ ”\0"‘2\"7\\8\0‘ \3\\?’\4\ O 3\9\0‘(\)\ TT ‘ \4\.\9\()‘(
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #334198: Triacontyl acetate
43.0
97.0 _ e
14.50 15.00
5000 m/z 69.05 69.59%
ol I‘\ L “h \ \. ‘ 209 02640 334 O 420.0 480
il Wt
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #289620: 1-Hexacosanol T 7
57.0 14.50 15.00
m/z 41.00 65.80%
B M
364.0
o LI EToam0 smoe LA
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.021 4.14 ng 205156 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
3 1,19-Eicosadiene 278 C20H38 014811-95-1 90
4 Octadecanal 268 C18H360 000638-66-4 90
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 86

Abundance Scan 2199 (15.021 min): BF125081.D\data.ms (-2195) (- m/z 57.00 100.00%
57.0

o T m
15.00 |
38.1 :
ol by LA L A[20203.02390 2808 1/, 43.00 95.08%
miz--> 50 100 150 200 250
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
5000 R T
15.00
m/z 55.00 70.92%
24.0
L | ‘ | , 166.0 208.0 2500
O T T \‘ ‘\ w ‘\‘h‘ \h T ‘H\ H‘\ “‘ T ‘\ f‘ . ‘ \ \ T f i T T T T
miz--> 100 150 200 250
Abundance #176357:Oxhane,heMadeCW—
43.0 2.0
T \
15.00
5000 m/z 82.05 70.42%
24.0
L ‘ L 1660 2220 264.0
0— Jhu S N s R S
m/z--> 100 150 200 250
Abundance #171302: 1,19-Eicosadiene T I
55.0 15.00
m/z 41.00 51.43%
96.0
5000
37.0
015.0] - \ L1 | 8370 18000110 2500 W
mlz--> 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.221 4.67 ng 231271 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 (C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2233 (15.221 min): BF125081.D\data.ms (-2229) (- m/z 57.00 100.00%
57.0

— —
9.1
15.00 15.50
41.1
ol H LA }iti8soz0512681 m/z 71.85 60.62%
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 T =
15.00 15.50
0.0 m/z 43.00 54.50%
L oo zseo
O\‘\\‘“\“‘\“‘\“\“\““\‘\\\‘!\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— —
15.00 15.50
5000 ITI/Z 85.05 39.53%
ol L \ | % ‘1410183022502670 323.0 380.0
et A B e R
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 1 —
57.0 15.00 15.50
m/z 55.00  20.95%
oLl h‘ H | 1419183 0225.0 281.0 337.0 394
N “““‘“““‘“““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF081721.M Wed Aug 18 12:05:21 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13

Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.M
: 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 Cycloheptane, methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.239  s8.28ng 409964 Perylene-d12 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 12 cais 004126-78-7 50

2 Cis-1,3-di(n-hexyl)cyclohexane 252 C18H36 086701-17-9 49
3 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 47
4 2,5-Dimethyl-1-pyrroline 97 C6H11N 000822-64-0 45

5 1-Octadecanol

270 C18H380

000112-92-5 43

Abundance Scan 2236 (15.239 min): BF125081.D\data.ms (-2234) (- m/z 55.00 100.00%

55.0
97.0
5000
252.1 1200 R
39.0 207.0 15.00 15.50
A Mw“‘ LA S e e 202134, 83,65 88.23%
miz--> 50 100 150 200 250 300
Abundance #7557: Cycloheptane, methyl-
55.0 97.0
5000 T B
15.00 15.50
m/z 97.00 80.25%
O' H\M T “ \‘ LI ‘ T T T ’ L ‘ L ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #138534: Cis-1,3-di(n-hexyl)cyclohexane
55.0 97.0
— —
15.00 15.50
m/z 69.00 62.97%
5000 167.0
252.0
A 1 1 T R R
miz-> 50 100 150 200 250 300
Abundance #249113: 1-Docosanol, methyl ether T —
43.0, 83.0 15.00 15.50
m/z 111.10 45.64%
5000
25.0
308.0
o LA L 1L g7 ziv0 amag 50 el
m/z--> 50 100 150 200 250 300 15.00 15.50

8270-BF081721.M Wed Aug 18 12:05:22 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 Hexadecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.821 3.48 ng 172252 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanal 240 C16H320 000629-80-1 58
2 Pentadecanal- 226 C15H300 002765-11-9 53
3 Tetradecanal 212 C14H280 000124-25-4 53
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 52
5 Butyl hexacosyl ether 438 C30H620 1000406-41-0 43

Abundance Scan 2335 (15 821 min): BF125081.D\data.ms (-2331) (1 m/z 57.00 100.00%

57.0
5000 96.0
1550  16.00
0 . . .
ok, \MMNM‘ ‘M\WHHNMM\‘;809%;}9‘ e ??%' m/z 43.00 86.84%
m/z--> 50 100 150 200 250
Abundance #123917: Hexadecana
43.0, 82.0
5000 — ——
15.50 16.00
m/z 55.00 57.30%
196.0
L H I ML |, 1es0 27 2400
O T T T T ‘ T T T T T T ‘ T T T T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107139: Pentadecanal-
82.0
— —
15.50 16.00
5000 m/Z 82.00 56.70%
24.0
IR R Y 0 1Y
m/z--> 50 100 150 200 250
Abundance #90085: Tetradecanal “ —
7 15.50 16.00
m/z 96.00 42.62%
5000
138.0 1680
ol hmhm - Nl ‘¢?¥ZP“ SR — —
m/z--> 50 100 150 200 250 15.50 16.00

8270-BF081721.M Wed Aug 18 12:05:22 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.068 4.97 ng 246335 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2377 (16.068 min): BF125081.D\data.ms (-2372) (- m/z 57.00 100.00%
57.0

T \
| % 1410 2111 2810 00
ob ALl 340 211 2810 m/z 43.00 55.40%
m/z--> 50 100 150 200 250 300 350
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000 —— |
16.00
0.0 140.0 m/z 71.00 52.43%
O \“\ ‘\‘ “‘ \‘h‘\ “‘ \M T ‘\ \“ ‘ \1’\'8\3\()‘2\2\4.\02\67\9\ ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T \

16.00
5000 m/z 85.05 36.68%

9.0
ol h“ | | 141.0183.0225.0 281.0 337.0 394.
e e s

%

m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0 16.00
m/z 55.00 16.56%
5000
9.0
e e e —
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF081721.M Wed Aug 18 12:05:23 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.115 6.67 ng 330461 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 93
Abundance Scan 2385 (16.115 min): BF125081.D\data.ms (-2381) (- m/z 57.00 100.00%
57.0
97.0
5000
i
0 "J‘MNMJW“‘MwﬁwJN‘m?QFP‘?3§13§39u — m/z 43.00 87.16%
miz-> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 —r— ——
16.00 16.50
25.0 m/z 55.00 75.73%
ALLL L L gss0 s
O\\‘\‘\“H\ \‘\\H“\‘\“\‘l ““\”\\\‘\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
—— —
16.00 16.50
5000 m/z 83.00 74.01%
39.0
o9 || LLLLL 199 1m0 2oa0 260
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol —— —
434 83.0 16.00 16.50
' m/z 97.05 67.85%
5000
25.0
o UL 370 200 0o ket
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 1,19-Eicosadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.898 4.15 ng 205649 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 98
2 Octadecanal 268 C18H360 000638-66-4 81
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72
5 Tetradecanal 212 C14H280 000124-25-4 64

Abundance Scan 2518 (16.898 min): BF125081.D\data.ms (-2513) (- m/z 57.00 100.00%
57.0

5000

=

—
27
381 176.9 0131 246.2 16.50 17.00
o' m/z 43.00 76.12%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171303: 1,19-Eicosadiene
53.0

5000

m/z 55.00 55.23%

zalow\ N | P20 1800 2360 278.0
\H‘HH‘HH’HH‘HH‘HH‘HH‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158569: Octadecana
43.0, 82.0

——
16.50 17.00
5000 m/z 81.95 53.43%

07 N . ’ .
m/z--> 20 40 60 80 100120140160180200220240260280 AfwwwﬁwﬁwJ\wumewjkw

Abundance #158580: Oxirane, hexadecyl- — —
82.0 16.50 17.00

m/z 83.00 46.27%

Lo NMMMWWWWMAWWMW%N/\M
52.0183.0 222.0 268.0

—
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

e
96.0 16.50 17.00
I H H 2

o

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 unknownl7.292 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.292 11.65 ng 577253 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Amino-2-methylphenyl)-2-pip... 204 C12H16N20 443999-53-9 38
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 30
3 Hexadecane, 1,16-dichloro- 294 C16H32C12 007735-39-9 25
4 2-Propanone, 1,1,1,3,3,3-hexaflu... 166 C3F60 000684-16-2 25
5 Cyclohexaneethanol, 4-methyl-.be... 154 C10H180 015714-12-2 25
Abundance Scan 2585 (17.292 min): BF125081.D\data.ms (-2578) (- m/z 55.00 100.00%
55.0
204.1
5000 97.1 135.0
301.3 — —
711 257. 17.00 17.50
0! m/z 69.00 90.17%
m/z--> 50 100 150 200 250 300
Abundance  #79786: 1-(4-Amino-2-methylphenyl)-2-piperidinone
204.0
107.0
5000 — —
17.00 17.50
48.0 m/z 204.10  71.66%
280, 88, bdh ) 11 ]
0 g i‘h\h“‘ ‘\“ \‘\ H\ L L L B B B
miz--> 50 100 150 200 250 300
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronapt
204.0
h
91.0 133.0 1 T
41.0 17.00 17.50
5000 ITI/Z 57 .00 65.79%
ok ‘H‘ ‘}\‘ 17lp . “\‘ 1 J\/‘M/m
miz--> 50 100 150 200 250 300
Abundance #191405: Hexadecane, 1,16-dichloro- 7 —
55.0 91.0 17.00 17.50
m/z 43.00 59.65%
33.0
ol L ILLLLLUERS 1750 2160 2802040
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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 .gamma.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.709 6.58 ng 325891 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 38
4 Cyclopenta[a]phenanthrene, perhy... 348 C22H3603 1010197-97-6 38
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 38

Abundance Scan 2656 (17.709 min): BF125081.D\data.ms (-2649) (- m/z 43.00 100.00%

43.0
5000 95.0
161.1 213.1
255.2 329.3 . IR T
m 414. 17.50 18.00
0Ll m/z 55.08  71.22%
mlz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 T T
145.0 414.( 17.50 18.00
2130 3030 m/z 57.00  60.93%
0 A ,“‘\“1 :
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
—— —
17.50 18.00
5000 m/z 95.00 50.13%
107.0 414.(
161.0 213.0 303.0
‘H 257. 354.0
oLy
miz--> 50 100 150 200 250 300 350 400
Abundance #325099: Methyl 12-acetyl-7-desoxycholate —— ——
43.0 17.50 18.00
m/z 81.00 42.10%
- Mww
oL—t 1 7 T
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125081.D

Acqg On : 17 Aug 2021 22:13
Operator : JU/CG

Sample : M3428-11

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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... 2.252 27.1 ng 1517910 1  6.922 1119040 20.0
2-Pentanone, 4-... 5.151 5.9 ng 329926 1  6.922 1119040 20.0
Ethanol, 2-(2-b... 8.098 9.8 ng 730248 2 8.204 1496620 20.0
unknown9.386 9.386 4.5 ng 344069 3  9.957 1546870 20.0
n-Hexadecanoic ... 11.963 4.0 ng 316958 4 11.445 1604390 20.0
9-Octadecenoic ... 12.539 5.3 ng 426388 4 11.445 1604390 20.0
Heptadecyl trif... 13.921 15.6 ng 902119 5 14.080 1155790 20.0
Heptafluorobuty... 14.557 11.8 ng 683082 5 14.080 1155790 20.0
17-Pentatriacon... 14.886 6.9 ng 341131 6 15.580 990782 20.0
Oxirane, hexade... 15.021 4.1 ng 205156 6 15.580 990782 20.0
Octadecane 15.221 4.7 ng 231271 6 15.580 990782 20.0
Cycloheptane, m... 15.239 8.3 ng 409964 6 15.580 990782 20.0
Hexadecanal 15.821 3.5 ng 172252 6 15.580 990782 20.0
Nonadecane, 9-m... 16.068 5.0 ng 246335 6 15.580 990782 20.0
n-Nonadecanol-1 16.115 6.7 ng 330461 6 15.580 990782 20.0
1,19-Eicosadiene 16.898 4.2 ng 205649 6 15.580 990782 20.0
unknownl17.292 17.292 11.7 ng 577253 6 15.580 990782 20.0
.gamma.-Sitosterol 17.709 6.6 ng 325891 6 15.580 990782 20.0
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