LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17 Instrument :
Operator : JU/CG BNA_F

Sample : M2048-12 ClientSampleld :
Misc : SB-04-14.5-15.0

ALS Vvial : 11 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123603.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 8 16 23 rVB 3520262 4653755 51.60% 6.685%
2 3.010 150 157 164 rVB 102507 174530 1.94% 0.251%
3 5.104 510 513 522 rVB 226753 308974  3.43%  0.444%
4 5.504 576 581 584 rBV 9453422 8601909 95.38% 12.356%
5 6.510 747 752 755 rBV 8613770 8974727 99.51% 12.892%

6 6.869 809 813 816 rBV 2130475 1679116 18.62%
7 7.433 903 909 0912 rBV 5947901 5948993 65.96%
8 8.151 1026 1031 1035 rBV 2615241 2258865 25.05%
9 9.233 1209 1215 1218 rBV 9457957 9018751 100.00% 12.

9.622 1278 1281 1285 rBV 338879 283326 3.14%

ON WON
N
PN
U
R

11  9.916 1326 1331 1334 rVB 2696390 2353705 26.10%
12 10.710 1460 1466 1469 rBV 6091015 6295112 69.80%
13 11.404 1580 1584 1586 rBV 2811818 2350204 26.06%
14 11.427 1586 1588 1591 rVB 178746 143923 1.60%

RO WOVUW
w
N
&)
R

15 11.933 1671 1674 1684 rBV 995691 948006 10.51% 362%
16 12.615 1785 1790 1794 rBV 253724 239507 2.66%  0.344%
17 12.721 1804 1808 1814 rBV2 176208 183897 2.04%  0.264%
18 12.845 1826 1829 1832 rVB 199472 159451 1.77% ©.229%

19 12.998 1850 1855 1858 rBV 7976570 7615220 84.44% 10.939%
20 13.227 1889 1894 1900 rBV4 153926 218263 2.42%

[
w
=
N
B

21 13.686 1969 1972 1977 rVB 111995 109646 1.22%
22 13.904 2005 2009 2024 rBV 1096312 1676933 18.59%
23 14.051 2029 2034 2037 rBV 1597799 1485673 16.47%
24 14.221 2060 2063 2064 rBV 108194 96107 1.07%

PO NNO
=
w
N
3R

25 14.545 2112 2118 2131 rBV 726599 1358417 15.06% 951%
26 14.839 2165 2168 2171 rVB 97002 90399 1.00% 0.130%
27 14.874 2171 2174 2178 rBVe6 64330 103679 1.15% 0.149%
28 15.098 2209 2212 2221 rVB2 60529 116307 1.29% 0.167%
29 15.186 2223 2227 2231 rBV 150207 170113 1.89% 0.244%
30 15.239 2231 2236 2240 rBv4 138296 263153 2.92% 0.378%
31 15.539 2281 2287 2291 rBV 997860 1244422 13.80% 1.788%
32 15.580 2291 2294 2299 rVB2 102202 143475 1.59% 0.206%
33 16.027 2366 2370 2375 rBV 148677 211035 2.34% 0.303%
34 16.103 2380 2383 2389 rBV5 73574 136806 1.52% 0.197%
Sum of corrected areas: 69616399
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Apr 2021 21:17
: M2048-12

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
BF123603.D

Ju/CaG

SB-04-14.5-15.0

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF123603.D\data.ms
5.504
6.510

7.433

p.181

6.869

3.010 5.104

0
Time-->
Abundance

8000000

6000000

4000000

2000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF123603.D\data.ms
9.233

12.998

10.710

8.151 9.916 11.404

11.933

111427 12-5/\%11% 13.227

0
Time-->
Abundance

8000000

6000000

4000000

2000000

—— —T 7 L e —— —— — \
10.00 10.50 11.00 11.50
TIC: BF123603.D\data.ms

12.00 12.50 13.00

14.051

13.904 14 545 15.539

13.686 14.221 118351358889 15580 1618203

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 55.43 ng 4653760 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 40
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 38
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 16 (2.181 min): BF123603.D\data.ms (-8) (-) m/z 73.05 100.00%
73.0
43.0
5000
87.1
e
‘ 9.0 ‘ 2.202.302.402.502.60
bl i e m/z 43.85  52.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRN RN REE R RN
430 2.202.302.402.502.60
' 87.0 m/z 55.00  36.86%
29.0
- \“ \ %9‘-0 if
O \‘H\\‘HH‘f\f\‘\f\‘f‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R AL Ran TS EEENE
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 27.61%
27.0
bbbl e 11229, 3290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13730: 3-Hexanol, 2,4-dimethyl- R R e A
73.0 2.202.302.402.502.60
45.0 m/z 40.95 16.96%
5000 87.0
29.0
| % il
o“HﬂﬂuH}M‘Wﬁ‘Mquhhwﬂmu‘u‘_H‘_H‘_‘HM‘H e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 2 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.010 2.08 ng 174530 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 83
2 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 42
3 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 36
4 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 157 (3.010 min): BF123603.D\data.ms (-150) (-) m/z 43.00 100.00%

3.0
AARBARARENES EaEay
M 59.1 72‘-0 850 2.60 2.80 3.00 3.20 3.40
bt e e M/Z 101.10 0 40.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8174: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 DL B LA B R
101.0 2.60 2.80 3.00 3.20 3.40
72.0 m/z 42.10 22.17%
27.0 58.0
0 | D 86.0 | 115.0
\H‘\H\’\H\‘\\H‘H\\‘H\1‘\\\\’\H\’\\1\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4051: Isopropyl isothiocyanate
43.0
101.0
2.60 2.80 3.00 3.20 3.40
5000 m/z 41.00 14.82%
60.0
86.0
O‘H‘m‘,m‘WH‘H‘“11‘\"HHllH‘,‘“H‘Huwwmwu

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #4264: 1,3-Dioxane, 4-methyl-

43.0 2.60 2.80 3.00 3.20 3.40

101.0 m/z 72.00 13.68%
72.0
5000 o8
57.0 87.0
15.0 H ‘ ‘

0m_“","1‘l;m‘;‘!‘“H1\“‘H‘,‘m‘,‘m_m‘lm‘uwu [ e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.104 3.68 ng 308974 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Silane, dimethyl- 60 C2H8Si 001111-74-6 9
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 513 (5.104 min): BF123603.D\data.ms (-510) (-) m/z 43.00 100.00%

3.0
59.0
5000
S, WS W
| - 101.0 4.80 5.00 5.20 5.40
b el e m/z 59.00 55.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\A\\’
59.0 4.80 5.00 5.20 5.40
m/z 100.95 14.83%
O\\‘\\\\‘\\\ﬁ‘]]\.o\\\““\i\\‘\\‘1\‘\\\\‘\\\\?%\-0\\‘\\\]-\()“1\“\0\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
Gy
4.80 5.00 5.20 5.40
5000 m/z 58.05 13.80%
41.0
29.0 101.0
ol il ol 730 880 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- A REmm ‘J‘\‘ [Ty
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.04%
5000 41.0
29.
87.0
b 380 L Ll 100 | o
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\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 8.07 ng 948006  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 81

Abundance Scan 1674 (11.933 min): BF123603.D\data.ms (-1671) (- m/z 43.05 100.00%

43.0 |73.0
5000
129.0 P

H‘l 11 ‘ 157118522132 e 12,00
“”m“m‘w‘:_uuwuu‘_Hwh‘ww“wst_ m/z 60.00 96.17%

o

ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
12.00
157.0 18502130 256.0 m/z 73.00 87.37%
0 ‘H\\i‘}‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0
P
12.00
5000 ITI/Z 57.05 84.27%
129.0 242.0
199.0
LAl g, | e
o T Y St B WSS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50053: Undecanoic acid T
60.0 12.00
m/z 55.00 76.68%
5000} 59 o
129.0
87.0 186.0
AL 3570
‘H wwu\mu syl \‘H ‘ in —T

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.227 2.94 ng 218263 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 83
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Dotriacontane 451 C32H66 000544-85-4 80
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 74

Abundance Scan 1894 (13.227 min): BF123603.D\data.ms (-1889) (- m/z 57.05 100.00%

57.0
5000
‘366 ‘3‘6
{1272 2082 13. 135 .
O bt g pet it e e e e m/z 43.00 70.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 — ——
13.00 13.50
m/z 71.10 48.02%
O H‘l‘\‘\j\\”\E“fz\.‘?\}?z\.\o\\’2\8\\]_\.‘0\\\\‘\:\3\9\4‘..\0\\\‘HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
—— —
13.00 13.50
5000 ITI/Z 85.00 33.10%
ol ‘ [ 127-0197.0267.0337.0 4630 561.0
RAA A a Ea e A RA R R S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227193: Dotriacontane T ——
57.0 13.00 13.50
m/z 55.05 32.01%
- WM
0 J‘ J“ EﬂQ;QIO 295.0365.0 450.0
L B e R e AR ARARRRERRRERRRRRAN —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Heptafluorobutyric acid, he... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.904 22.57 ng 1676930 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91

Abundance Scan 2009 (13.904 min): BF123603.D\data.ms (-2005) (- m/z 57.05 100.00%
57.0

11.1 S
‘ H‘ 168.2 14.00
ol AAlLALL, 1882 2483 3241 L. 4310 87.13%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 T
11.0 14.00
m/z 55.05 79.04%
169
O \“\ ‘\“ “ \‘\ ““ “ “‘ “T‘ “\ \ T \“2\2\‘4.\\0‘2\6\9\0\ ’ L ‘ T T ‘4.\2\0\(
m/z--> 50 100 150 200 250 300 350 400
Abundance  #217811: Pentafluoropropionic acid, octadecyl ester
57.0
—r
14.00
5000 11.0 ITI/Z 83.10 56.79%
252.0
bl M L1180 20907202070 ssm0.
miz--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecyl pentafluoropropionate e
57.0 14.00
m/z 97.05 46.96%
5000 11.0
0 J \“ “ h 1‘\ “\ m u 40 210.0 26603110 412.0
gl e e A Bt —r
m/z--> 50 100 150 200 250 300 350 400 14.00

8270-BF041521.M Mon Apr 19 15:32:57 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.545 18.29 ng 1358420 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 1-Tricosene 322 C23H46 018835-32-0 90
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87

Abundance Scan 2118 (14.545 min): BF123603.D\data.ms (-2112) (- m/z 57.10 100.00%
57.1

5000
1111
LN \
l , 14.50
ol A dLAE 13541 21312561 8270 39T . o5 09 g9.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0
111.0
5000 —— |
14.50
m/z 43.05 86.50%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
—— ‘
97.0 14.50
5000 ITI/Z 83.05 67.42%
o Lm0 semo
m/z--> 50 100 150 200 250 300 350 400
Abundance #163016: 1-Tricosene T
57.0 14.50
m/z 97.10 64.57%
5000
11.0
. 322.0
ob L LLLL Lsp0ssn0zmmozmn®220 =
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\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Decane, 1l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.186 2.73 ng 170113 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 86
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
3 Hentriacontane 437 C31H64 000630-04-6 58
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 52
5 Heptacosane 380 C27H56 000593-49-7 50

Abundance Scan 2227 (15.186 min): BF123603.D\data.ms (-2223) (- m/z 57.00 100.00%
57.0

5000 M\J\A
1500 1550
13.2 : :
183.2
ol b b L, 3832 2833 3847 4253 . 4300 57.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #116705: Decane, 1-iodo-
43.0
5000 AL L
15.00 15.50
m/z 85.10 45.66%
9.0
o \‘\ L[ 1550 5110 268.0
T ‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
—— —
15.00 15.50
5000 ITI/Z 71.05 42.45%
141.0
ol ML Tes0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T —
57.0 15.00 15.50
m/z 41.00 22.07%
o N\MM
13.0
0 uhh ‘\‘MJ\H h‘ { 1\6?\0\ 2\2:50 . ‘30‘9'0 365.0 437.1
A st —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\

Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator Ju/caG

Sample : M2048-12

Misc SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 10 17-Pentatriacontene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.239 4.23 ng 263153 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 72
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 62
3 n-Tetracosanol-1 354 C24H500 000506-51-4 58
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 53
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 49

Abundance Scan 2236 (15.239 min): BF123603.D\data.ms (-2231) (- m/z 55.00 100.00%

55.0
5000
111.1
P e
178.9 15.00 15.50
0‘ - ‘m‘ 1“‘H‘\‘m‘\\“ﬂu‘| 2691 355.1 m/z 57.10 98.14%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 — —
7.0 15.00 15.50
m/z 97.10 93.09%
0 \ ” | | 1153.0 210.0 267.0321.0 490.(
‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
P e
15.00 15.50
5000 m/z 83.10  88.63%
111.0
169.0
o i i om0 amo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186969: n-Tetracosanol-1 —— —
43.0 15.00 15.50
m/z 43.10 86.12%
5000
7.0
UL 54021002660 3380
R e AR P P
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 1-Iodoundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.027 3.39 ng 211035 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 C11H23I 004282-44-4 87
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tetracosane 338 (C24H50 000646-31-1 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 80

Abundance Scan 2370 (16.027 min): BF123603.D\data.ms (-2366) (1 m/z 57.05 100.00%
57.0

5000 J\WMAAM
16.00 |
1 ‘ .
ol dih | “‘J‘m Loy of2302291 2811 3410 417, ) 4300 62.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128607: 1-lodoundecane
57.0
5000 —— |
16.00
m/z 71.10 53.16%
155.0
oL, 111.00 ] 2110 282.0
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane
57.0
N \
16.00
5000 ITI/Z 85.10 48.10%
ol b0 esoziz0
m/z--> 0 100 150 200 250 300 350 400
Abundance #175557: Tetracosane T ‘
57.0 16.00
m/z 55.00  25.93%
- A/\MNMMM
0 ‘ ‘ “\ J I u\ \ \17690 225.0 281.0 338.0
I I L R e e e ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 2-Methyl-E-7-octadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.104 2.20 ng 136806 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-E-7-octadecene 266 C19H38 1000130-92-3 90
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 80
3 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 74
4 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 72
5 Carbonic acid, isobutyl pentadec... 328 C20H4003 1000314-61-2 64

Abundance Scan 2383 (16.103 min): BF123603.D\data.ms (-2380) (- m/z 57.05 100.00%
57.0

2000 1 MVJ\'AV“A
—r— —
1892 264.1 356.1 16.00 16.50
[ A b m/z 43.05 77.86%
mlz--> 50 100 150 200 250 300 350 400
Abundance #115913: 2-Methyl-E-7-octadecene
57.0
5000 — —
16.00 16.50
. 266.0 m/z 69.05 54.11%
O\\ “ \‘“\\“M\H\\\“\ \‘\\“\“\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecyl pentafluoropropionate
57.0
—r— —
16.00 16.50
5000 ITI/Z 97.10 47.17%
o \‘ \‘\ i h “‘ “\ M H 9196 O 266 0311 0 412( AMNWW\A/\MA
g “‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #209361.: Eicosyl trifluoroacetate — T
57.0 16.00 16.50
m/z 71.00 43.75%
B | /\/\A/j\m;.m/\
Sl L o gmonma g0 il P
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123603.D

Acqg On : 16 Apr 2021 21:17

Operator : JU/CG

Sample : M2048-12

Misc : SB-04-14.5-15.0

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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|
Butane, 2-metho... 2.181 55.4 ng 4653760 1 6.869 1679120 20.0
1,3-Dioxolane, ... 3.010 2.1 ng 174530 1 6.869 1679120 20.0
2-Pentanone, 4-... 5.104 3.7 ng 308974 1 6.869 1679120 20.0
n-Hexadecanoic ... 11.933 8.1 ng 948006 4 11.404 2350200 20.0
Octacosane 13.227 2.9 ng 218263 5 14.051 1485670 20.0
Heptafluorobuty... 13.904 22.6 ng 1676930 5 14.051 1485670 20.0
1-Heptacosanol 14.545 18.3 ng 1358420 5 14.051 1485670 20.0
Decane, 1-iodo- 15.186 2.7 ng 170113 6 15.539 1244420 20.0
17-Pentatriacon... 15.239 4.2 ng 263153 6 15.539 1244420 20.0
1-Iodoundecane 16.027 3.4 ng 211035 6 15.539 1244420 20.0
2-Methyl-E-7-o0c... 16.104 2.2 ng 136806 6 15.539 1244420 20.0
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