LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125929.D

Acqg On : 26 Oct 2021 12:09

Operator : JU/CG

Sample : M4325-01 :
Misc : RED-BOX-1-225057

ALS vial : 7 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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125929.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 6 15 21 rVB 2941024 3918573 75.13% 9.391%
2 3.357 214 216 227 rBV 29220 60414 1.16% 0.145%
3 5.104 510 513 521 rVB 48135 64303 1.23% 0.154%
4 5.487 572 578 581 rBV 4807764 5160205 98.93% 12.366%
5 6.493 742 749 752 rBV 4505173 5210983 99.91% 12.488%
6 6.863 809 812 815 rBV 1090785 946347 18.14%  2.268%
7 7.428 902 908 911 rBV 3570045 3446228 66.07% 8.259%
8 8.051 1010 1014 1018 rBV 1551388 1360555 26.08% 3.260%
9 8.145 1026 1030 1034 rBV 1395214 1276761 24.48% 3.060%
10 9.228 1208 1214 1217 rBV 5550336 4981142 95.50% 11.937%
11  9.904 1325 1329 1332 rVB 1637124 1408266 27.00% 3.375%
12 10.692 1455 1463 1466 rBV 3906951 3743165 71.76% 8.970%
13 11.386 1577 1581 1584 rBV 1873754 1516460 29.07% 3.634%
14 11.457 1587 1593 1596 rBV2 67001 66279 1.27% 0.159%
15 11.786 1646 1649 1653 rVB 71064 55469 1.06% 0.133%

16 11.916 1666 1671 1675 rBV 363254 338802 6.50% 0.812%
17 12.704 1800 1805 1811 rBV 121110 136430 2.62% ©.327%
18 12.980 1847 1852 1855 rBV 5449746 5215866 100.00% 12.500%
19 13.874 1999 2004 2011 rBV2 364799 414463 7.95%  0.993%
20 14.021 2025 2029 2033 rBV 1290049 1260697 24.17%  3.021%

21 14.510 2109 2112 2117 rBV 59678 59167 1.13%
22 14.898 2175 2178 2183 rBV 108701 116725 2.24%
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23 15.492 2274 2279 2286 rVV 742402 904301 17.34% 167%
24 15.557 2286 2290 2296 rVB2 43111 66888 1.28% 160%
Sum of corrected areas: 41728489
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125929.D

Acqg On : 26 Oct 2021 12:09

Operator : JU/CG

Sample : M4325-01 :
Misc : RED-BOX-1-225057

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF125929.D\data.ms
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11.457 1

5000000
4000000
3000000
2000000

14.021

1000000 15.492
13.874

14510 14.898 18.557

T ‘ T T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF102521.M Wed Oct 27 17:43:04 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125929.D

Acqg On : 26 Oct 2021 12:09

Operator : JU/CG

Sample : M4325-01 :
Misc : RED-BOX-1-225057

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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.
2.175 82.81 ng 3918570 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 25
Abundance  Scan 15 (2.175 min): BF125929.D\data.ms (-6) (-) m/z 73.10 100.00%
3.1
43.0
5000
87-1 H\‘HH‘HH‘HH‘\H\‘\H
‘ ‘ 90 2.202.302.402.502.60
0‘W‘Hw‘Hw‘thuwuww‘uWLMW‘HW‘HWH‘WH‘WH‘WH“ m/z 43.00 58.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T [T T T T T
55.0 2.202.302.402.502.60
41,0 87.0 m/z 55.00  41.73%
27.0 ‘
O H’\\H‘\Hm“}H\‘il\‘\\‘\‘\{‘\“\\\\M\l\\‘HH‘HH‘\;H‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 frr e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.37%
27.0
O bbbl 1120 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol R RARA R
73.0 2.202.302.402.502.60
m/z 40.95 18.56%
55.0 /
5000
410
27.0 ‘
0 H,m_mwH:H:“ww‘wmuimwH‘Hwm‘wwwm /A S —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125929.D

Acqg On : 26 Oct 2021 12:09

Operator : JU/CG

Sample : M4325-01 :
Misc : RED-BOX-1-225057

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.051 21.31 ng 1360560 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 64

2 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53

3 Butyl lactate 146 C7H1403 000138-22-7 50

4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50

5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 47

Abundance Scan 1014 (8.051 min): BF125929.D\data.ms (-1010) (-) m/z 45.00 100.00%

45.0
5000
' 7.80 8.00 8.20 8.40
' 101.0 Y BT Se O
o S— J!‘Hm b S 132 hyz se.95  93.36%
m/z--> 20 40 60 80 100 120 140
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
43.0
5000 L B I L I LN B
7.80 8.00 8.20 8.40
290 89.0 m/z 41.05  35.29%
T T T Y
045 T \‘M T “\‘\ \‘\“ T \‘1‘} T 1 T [‘\ T \”‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #5036: 3,3-Dimethylbutane-2-ol
57.0
R N R amamns
7.80 8.00 8.20 8.40
5000 41.0 m/z 56.00  15.99%
87.0
ob———Lpibr e
miz--> 20 40 60 80 100 120 140
Abundance #25367: Butyl lactate R RARRRARE T
45.0 7.80 8.00 8.20 8.40
m/z 75.00 11.64%
5000
29.0
oL o _ 801010
e Vet
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125929.D

Acqg On : 26 Oct 2021 12:09

Operator : JU/CG

Sample : M4325-01 :
Misc : RED-BOX-1-225057

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.47 ng 338802 Phenanthrene-d10 11.386
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 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1671 (11.916 min): BF125929.D\data.ms (-1666) (-  m/z 42.95 100.00%

43.0 73.0
5000
129.0
—r
‘ 101.0 157118512132 o, 12.00
owwwu m/z 59.95 97.39%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 1
129.0 12.00
213.0 m/z 73.00 83.08%
‘ H(ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M\‘\‘HH\H““Huwl“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
—=
12.00
5000 m/z 55.00 80.50%
129.0 242.0
199.0
LA e | Ao
O vt il HN‘W‘mu‘u‘wuhw‘uw‘u‘wu‘_‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60689: Undecanoic acid 1
60.0 12.00
m/z 56.95 80.19%
5000
29.0 870 129.0
L db A oo
A 10 10 1 Y Y i G A ASSY
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125929.D

Acqg On : 26 Oct 2021 12:09

Operator : JU/CG

Sample : M4325-01 :
Misc : RED-BOX-1-225057

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.874 6.58 ng 414463 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 2004 (13.874 min): BF125929.D\data.ms (-1999) (- m/z 57.00 100.00%
57.0

5000
111
— —
13.50 14.00
162.9
ol H“ bl 2572090 2810 h/z 43.10  95.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate
57.0
5000 ~ e
11.0 13.50 14.00
m/z 55.00  92.40%
O\“\“‘ H ‘J “]TSH\\\\‘\\2:\3\8‘0\2\8\3\0’\3\3\4\‘0\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
— —T
13.50 14.00
5000 11.0 m/z 83.05 65.91%
o UL aeromo  zsmo w0
miz--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester = T
57.0 13.50 14.00
m/z 68.95 60.88%
169.0
224.
oL LU L T 20000 ol
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125929.D

Acqg On : 26 Oct 2021 12:09

Operator : JU/CG

Sample : M4325-01 :
Misc : RED-BOX-1-225057

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.898 2.58 ng 116725 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 3,7,11-Trimethyl-2,6,10-dodecatr... 346 C21H3002S 1000432-39-0 72
3 Farnesol formate 250 C16H2602 917105-98-7 64
4 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 64
5 trans-Farnesol 222 C15H260 000106-28-5 64

Abundance Scan 2178 (14.898 min): BF125929.D\data.ms (-2175) (- m/z 69.00 100.00%

69.0
5000
= R
121 175.1 265.0 355.1 14.50 1500
ol d g ‘M‘M pgt 12050 38l m/z 81.05  49.95%
mlz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 sl e
14.50 15.00
m/z 41.05 33.00%
137.0
NN [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #255651: 3,7,11-Trimethyl-2,6,10-dodecatrienyl phenyl st
69.0
— —
14.50 15.00
5000 ITI/Z 68.00 10.78%
137.0
‘ ‘ ‘ H 205.0
ol ML Ll | T 030360
miz--> 50 100 150 200 250 300 350 400
Abundance #135967: Farnesol formate
69.0 14.50 15.00
m/z 95.10 9.44%
5000
Tlo
oL L ‘MM “m\w ol o0 2800 - A
mlz--> 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125929.D

Acqg On : 26 Oct 2021 12:09

Operator : JU/CG

Sample : M4325-01 :
Misc : RED-BOX-1-225057

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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... 2.175 82.8 ng 3918570 1 6.869 946347 20.0
Ethanol, 2-[2-(... 8.051 21.3 ng 1360560 2 8.145 1276760 20.0
n-Hexadecanoic ... 11.916 4.5 ng 338802 4 11.386 1516460 20.0
Heptadecyl trif... 13.874 6.6 ng 414463 5 14.027 1260700 20.0
Supraene 14.898 2.6 ng 116725 6 15.492 904301 20.0
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