LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample : L4607-01

Misc :

ALS Vvial : 10 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF122245.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.345 551 554 590 rBvV 451241 1004616 36.27% 6.184%
2 6.381 727 730 754 rBV2 310435 711793 25.70% 4.381%
3 6.592 762 766 782 rBV3 21727 74877 2.70% 0.461%
4 6.710 782 786 797 rVB 460796 485088 17.51% 2.986%
5 7.280 880 883 905 rBV 1586259 1689604 61.00% 10.400%
6 7.992 1001 1004 1023 rVB 584369 624351 22.54% 3.843%
7 8.251 1046 1048 1058 rVB 23759 38492 1.39% 0.237%
8 8.769 1131 1136 1149 rBV3 12592 38931 1.41% 0.240%
9 9.063 1182 1186 1198 rBV 2560513 2769644 100.00% 17.048%
10 9.186 1203 1207 1221 rVB 441680 501796 18.12% 3.089%

11 9.469 1252 1255 1269 rBV 226519 233748  8.44% 1.439%

12 9.745 1298 1302 1315 rBV 666318 700201 25.28% 4.310%

13 10.539 1433 1437 1451 rBV 1598054 1886863 68.13% 11.614%

14 11.233 1552 1555 1565 rBV 696935 702065 25.35% 4.321%
0

15 11.510 1592 1602 1606 rBV5 13457 31742 1.15% 195%
16 11.763 1642 1645 1657 rBV2 162810 213877 7.72%  1.316%
17 12.310 1734 1738 1749 rVB2 33009 52823 1.91% ©.325%
18 12.468 1759 1765 1771 rVB2 25048 31573 1.14%  ©.194%
19 12.545 1771 1778 1787 rBV4 39328 82632 2.98% 0.509%

20 12.815 1820 1824 1833 rVB 2690696 2420964 87.41% 14.902%

21 13.033 1858 1861 1864 rBV 48967 46113 1.66% 0.284%
22 13.374 1916 1919 1922 rBV 75177 64378 2.32% 0.396%
23 13.704 1972 1975 1977 rBV 75279 75237 2.72% 0.463%
24 13.733 1977 1980 1992 rVB2 168206 370040 13.36% 2.278%
25 13.880 2002 2005 2016 rBvV 408116 496147 17.91% 3.054%
26 14.021 2025 2029 2032 rBV 68407 62795 2.27% 0.387%
27 14.321 2077 2080 2084 rBV 70360 70408 2.54% 0.433%
28 14.621 2127 2131 2138 rBV 61886 63182 2.28% 0.389%
29 14.939 2181 2185 2189 rBV 48343 52091 1.88% 0.321%
30 15.292 2241 2245 2247 rBV 32570 42560 1.54% 0.262%
31 15.321 2247 2250 2266 rVB 306435 485160 17.52% 2.986%
32 15.692 2309 2313 2318 rVB 27540 38149 1.38% 0.235%
33 15.815 2328 2334 2339 rBV7 19198 50640 1.83% 0.312%
34 16.156 2387 2392 2395 rBV5S 17813 33697 1.22% 0.207%
Sum of corrected areas: 16246277
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
BF122245.D

3 Nov 2020 17:33

Ju/CaG

L4607 -01

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown6.592 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.592 3.09 ng 74877 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 40
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 9
3 .beta.-Methoxyethoxymethyl chloride 124 C4H9C102 003970-21-6 9
4 Diethyl carbitol 162 C8H1803 000112-36-7 9
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 9

3

Abundance Scan 766 (6.592 min): BF122245.D\data.ms (-762) (-) /z 45.10 100.00%

45.1
5000
A

720 6.20 6,40 6.60 6.80 7.00
Il \\ 103.0 4 !
ol — “‘M““““““““““ m/z 59.00  36.54%

m/z--> 20 40 100 120 140
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
43.0
5000

6.20 6.40 6.60 6.80 7.00

m/z 72.00 19.43%
29,0 DOSM
LI \ ‘ T ‘ T \ T ‘ T \ ‘ T 1 T ‘ \ T T ‘ L ‘ L \ T
miz--> 20 40 60 100 120 140
Abundance #8863: 2—Propan0|, 1—(1—methylethoxy)—

45.0

6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 13.44%

1.

73.0
T A B
miz--> 20 60 80 100 120 140
Abundance #10306: .beta.—Methoxyethoxymethyl chloride

‘\\\V‘\\\\‘\\\\’\\\\‘\\

45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 12.14%

29.0
5000
| éL i M
R A |

m/z--> 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On 3 Nov 2020 17:33

Operator Ju/caG

Sample L4607-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

9.186 14.33 ng 501796  Acenaphthene-d10 9.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 42
4 Metacetamol 151 C8H9NO2 000621-42-1 42
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 38

Abundance Scan 1207 (9 186 min): BF122245.D\data.ms (-1203) (-) m/z 43.00 100.00%

43.0
109.1
5000 151.0
RRR R e SRR
‘ 85.0 8.80 9.00 9.20 9.40 9.60
0 Mw\w‘“\ M‘uNm‘h,“ﬂuu,HH,HH,w,w,w‘ m/z 109.10  72.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘\\\\‘\/\\\\’\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.00 42.65%
O \\\.‘ \‘\‘\\“‘“\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\’\\M\"\\\‘\"\\1\’\\‘\\’]\-?\2\.’0\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
R e R
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.24%
32.0 90 |
Ob e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester) R AARRRARENY
109.0 8.80 9.00 9.20 9.40 9.60
43.0 9
m/z 85.05 13.04%
5000
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.763 6.09 ng 213877  Phenanthrene-die 11.233
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 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1645 (11.763 min): BF122245.D\data.ms (-1642) (-1 m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.2 LN T
‘ H‘ 157.1185.1 | 256.1 11.50 12.00
P — ”m”w“w‘:uwhHNH_‘m_www‘_ m/z 60.00 91.11%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN T
11.50 12.00
151018502130 256.0 m/z 43.05 89.53%
O,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #72647: Tridecanoic acid
73.0
C o
43.0 11.50 12.00
5000 129.0 m/Z 55.05 72.94%
171.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 41.05 71.90%
5000 129.0
199.0
s ) e T
o%ﬁgkwﬁwwJMNMHNHM‘WH_‘JMJHJH‘_HW‘HWH‘W‘ s —
m/z--> 20 40 60 80 100120140 160180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.545 2.35 ng 82632  Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1778 (12.545 min): BF122245.D\data.ms (-1771) (-] m/z 43.10 100.00%

43.1 73.0
5000 129.1
T T

241.2 . T
185.2 | 284.% 1250

,\H\W\HH “‘WH\_L\“W\‘wa\‘w‘mwH_m’w_w!” m/z 73.00 83.76%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
\ \

o

5000 129.0 ‘
12.50
185.0 2410 284.( m/z 57.10 78.65%
O ’ TTTT i U\ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
UL \
12.50
5000 129.0 m/z 55.05 74.69%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #95855: Pentadecanoic acid !
43.0 73.0 12.50

5000 129.0
1990 2420
“ H\ | u‘ il ‘ Al \\hH\ M‘\ i Sﬁq ‘ ‘ ‘ WMMW

m/z--> 20 40 60 80 100120140160180200220240260280 12.50

1710 2130 256.0
o,
T T

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.374 2.60 ng 64378 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Octadecane 254 C18H38 000593-45-3 74
3 Octacosane 394 (C28H58 000630-02-4 74
4 Tetracosane 338 C24H50 000646-31-1 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1919 (13.374 min): BF122245.D\data.ms (-1916) (-  m/z 57.05 100.00%
57.0

o1 — —
1 13.00 13.50
oLl J‘H“ Wil eovo m/z 43.05 68.70%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 — ——
13.00 13.50
m/z 71.10 54.80%
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
— —
13.00 13.50
5000 m/z 85.05 39.76%
‘ 9.0
AEERERRUE G- M R
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane “ ——
57.0 13.00 13.50
m/z 41.05  28.35%
B M\J\(\
oLl h‘ H | 141918302250 281.0 337.0 394
N “““‘“““‘“““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.704 3.03 ng 75237 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1975 (13.704 min): BF122245.D\data.ms (-1972) (1 m/z 57.05 100.00%
57.0

1350  14.00
0 Lk “‘ PR wz 7110 65.76%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 — ——
13.50 14.00
9.0 m/z 43.05 65.26%
Ostwd\ “‘ \h‘\ h“ \“‘ \]r\ { “\%8\3\0‘\22\5\(\) T \2?6‘(\)\ T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
—— —
13.50 14.00
5000 m/z 85.10 47.75%
ol ‘L‘ ”h‘ i M | 14} 9 183.0 225.0 267.0 309.0 _367.(
e — P T T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane T —
57.0 13.50 14.00
m/z 41.05 23.88%
5000
9.0
s ||| | ] 14101830 2400
“““ I B L LA A i o A R R —— —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Nonadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.733 14.92 ng 370040 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1980 (13.733 min): BF122245.D\data.ms (-1977) (- m/z 55.05 100.00%
55.0
97.0
5000
1350  14.00
39.1 . .
ob— ‘:‘w‘u‘m\ w“\ 1 j‘l b 81 2811 m/z 83.10  96.44%
m/z--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
83.0
43.0
5000 i —
13.50 14.00
25.0 m/z 43.10 94.84%
ALLL L aem0 zam0
O\\‘\ ‘\“H\ \‘\\H‘ ‘1‘\“‘\‘“ ““\”\\\‘\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcoho
83.0
43.0
—— —
13.50 14.00
5000 ITI/Z 57.10 89.05%
25.0
ol \\Wu \H | \\\‘ \ “\‘L‘ | 1870 2100 2800
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol T —
55.0 13.50 14.00
97.0 .
m/z 69.10 86.80%
39.0
it [ LLLLLIRO 020 2200 as00 Sk
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.021 2.53 ng 62795 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan 2029 (14.021 min): BF122245.D\data.ms (-2025) (- m/z 57.05 100.00%
57.0
9.1 T I
14.00
obrbdi u”‘w‘““ pfifiieel 2809 L, 43.05  69.08%
mlz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 —— :
14.00
9.0 m/z 71.10 67.37%
01\5\0‘\ “‘\ ““‘ \‘h‘\ h“ \“‘ \}\41‘1.‘?\ :!\-8\‘3\0‘ \22\5\(\) T \29\6‘9 T
miz--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
T \
14.00
5000 m/z 85.05 44.91%
9.0
| | | | 1410 1830 2260
0 \\\Wﬁ\UWHNA\Mﬂ‘M\\‘(‘\W\\,\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T ‘
57.0 14.00
m/z 41.05 24.34%
5000
9.0
oL il 14101830 9 5810 3230
e el e e e e e —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.321 2.84 ng 70408 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Docosane 310 C22H46 000629-97-0 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
5 Tricosane 324 C23H48 000638-67-5 87

Abundance Scan 2080 (14.321 min): BF122245.D\data.ms (-2077) (-1 m/z 57.05 100.00%
57.0

. /\—J\M
— ——
| ‘ 169.2215.1 324.1 14.00 14.50
oHJpH‘MJ“M“M i S e m/z 43.10 67.96%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 — e
14.00 14.50
m/z 71.05 62.75%
oL L 1 11130 160.0 2250 281.0 337.0 394.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57.0
— ——
14.00 14.50
5000 ITI/Z 85.10 43.94%
LTS 120 2390 3100
0 m_u‘hm O A o B S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane — T
57.0 14.00 14.50
m/z 41.00 27.84%
- AMAJ{NwaMRfWWvJLﬂMM
LT 1690 2250 2610 saro 422
A e e e e e e T — —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.621 2.60 ng 63182 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2131 (14.621 min): BF122245.D\data.ms (-2127) (- m/z 57.10 100.00%
57.1
2 MMmJ{MVWMﬂanVWAWWM
9 1 T T T T T T
‘ ‘ 14.50 15.00
[— w“‘ i i i ““\1‘9‘2‘9“ L7 m/z 71.05 71.79%
mlz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 — —
14.50 15.00
9.0 m/z 43.05 69.61%
NEX L‘ 1)1 1410183.0225.0267.03000 3800
\\\\[\\ \\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
—— —
14.50 15.00
5000 m/z 85.05 53.91%
‘ 9.0
41.0
58 L 1Ly 100050 20
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T —
57.0 14.50 15.00
m/z 41.05 24.73%
5000
AN —— I
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.939 2.15 ng 52091 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 (C25H52 000629-99-2 91
4 Eicosane 282 (C20H42 000112-95-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 2185 (14.939 min): BF122245.D\data.ms (-2181) (- m/z 57.05 100.00%

57.0
5000
15.00
0 252.0 :
oHm‘pu‘luﬂ“]n“‘J‘H‘p ‘1‘9“1,'9”W‘HHWH_MWH m/z 71.05  61.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 T T
15.00
m/z 43.05 60.83%
O uh\ H\]\.I h h\ \1\6\9\0\2\2‘\50 3090 3650 437'
\\\\‘\ !\]\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
—
15.00
5000 ITI/Z 85.10 45.84%
ol LilL h u\ 4 «1?"?9,2?‘59_‘2‘??9“_”‘_“
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane 1
57.0 15.00
m/z 41.05 21.55%
5000
0 \H“\ ‘h h‘ ul \\ ‘6‘9‘0‘22‘50 2810 3520
AR “,“‘““‘,‘H“““_“““H““‘ ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample . L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.815 2.09 ng 50640 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 83
2 Docosyl trifluoroacetate 422 C24H45F302 1000351-75-5 83
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 83
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 80
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 80

Abundance Scan 2334 (15.815 min): BF122245.D\data.ms (-2328) (- m/z 43.10 100.00%

43.1
97.1
5000
177.0 355.0 - o
‘ 2811 15.50 16.00
0 “‘ ‘HM‘ ‘“pu“,“Jw‘““‘H““““ m/z 57.00  99.00%
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #217811: Pentafluoropropionic acid, octadecyl ester
57.0
5000 110 — e
15.50 16.00
‘ m/z 55.00  83.93%
252.
O \“\ ‘\“ “ T ‘ ! ‘hj‘méﬁ\()\ ‘ T \ T \5" \0\2\9‘8\()\ T ‘ T \\3?‘8\()\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219709: Docosy! trifluoroacetate
57.0
— —
15.50 16.00
5000 11.0 m/z 97.10 64.76%
0 J ‘H “‘ { ‘ ‘\ ‘\\ \‘\ 17670 224.0 280.0 35304040 WM
il } i B R R R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester “ —
57.0 15.50 16.00
m/z 71.10 63.16%
B | W\JM“J\A
252.0
o‘,2980448( — —
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122245.D

Acqg On : 3 Nov 2020 17:33
Operator : JU/CG

Sample : L4607-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown6.592 6.592 3.1 ng 74877 1 6.710 485088 20.0
2,4,7,9-Tetrame... 9.186 14.3 ng 501796 3  9.745 700201 20.0
n-Hexadecanoic ... 11.763 6.1 ng 213877 4 11.233 702065 20.0
Octadecanoic acid 12.545 2.4 ng 82632 4 11.233 702065 20.0
Hexacosane 13.374 2.6 ng 64378 5 13.886 496147 20.0
Heneicosane 13.704 3.0 ng 75237 5 13.886 496147 20.0
n-Nonadecanol-1 13.733 14.9 ng 370040 5 13.886 496147 20.0
Hexadecane 14.021 2.5 ng 62795 5 13.886 496147 20.0
Octacosane 14.321 2.8 ng 70408 5 13.886 496147 20.0
Heptacosane 14.621 2.6 ng 63182 6 15.321 485160 20.0
Hentriacontane 14.939 2.1 ng 52091 6 15.321 485160 20.0
Pentafluoroprop... 15.815 2.1 ng 50640 6 15.321 485160 20.0
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