LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125897.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.439 565 570 573 rBV 2963399 2827696 84.55% 9.493%
2 6.451 736 742 745 rBV 2695628 2773332 82.92% 9.311%
3 6.822 801 805 808 rBV 1117033 862019 25.78%  2.894%
4 7.381 895 900 903 rBV 2009690 1761799 52.68% 5.915%
5 8.004 1003 1006 1013 rBV 442728 367167 10.98%  1.233%
6 8.104 1017 1023 1026 rBV 1538179 1199562 35.87% 4.027%
7 8.980 1170 1172 1176 rBV5 47335 48223 1.44% 0.162%
8 9.063 1181 1186 1189 rVVv4 41883 72111 2.16% 0.242%
9 9.127 1194 1197 1201 rVB 185460 160095 4.79% 0.537%
10 9.180 1201 1206 1209 rBV 3828219 3344391 100.00% 11.228%
11 9.269 1215 1221 1224 rBVS5 171015 281958 8.43% 0.947%
12 9.410 1243 1245 1246 rBV 60807 49492 1.48% 0.166%
13 9.492 1255 1259 1262 rBV3 201912 275370 8.23% 0.924%
14  9.533 1264 1266 1270 rVB3 121070 139096 4.16% 0.467%
15 9.586 1270 1275 1277 rBV2 441271 535273 16.01% 1.797%
16 9.733 1296 1300 1302 rBv4 174150 230429 6.89% 774%
17 9.769 1302 1306 1309 rVVv4 219245 318134  9.51% 068%
18 9.857 1315 1321 1325 rBV2 2051091 2132881 63.77%

19 10.116 1363 1365 1368 rBV3 254050 228916 6.84%
20 10.174 1373 1375 1376 rBV 205711 167809 5.02%

OO NEFRO
[y
(o))
[y
R

21 10.269 1388 1391 1393 rBV 258441 261260  7.81%
22 10.516 1430 1433 1439 rVB 606500 631291 18.88%
23 10.645 1451 1455 1458 rBV 1720781 1640774 49.06%
24 10.780 1475 1478 1485 rVB 1209974 1185617 35.45%
25 11.245 1554 1557 1562 rVB 1524309 1452738 43.44%

hwunNno
Ul
[
00
X

26 11.345 1571 1574 1579 rVB 1280712 1325261 39.63%
27 11.592 1614 1616 1619 rVB2 466120 398735 11.92% 1.339%
28 12.927 1838 1843 1846 rBV 3107538 3125506 93.46% 10.493%
29 13.968 2017 2020 2025 rVB 1053074 1040276 31.11% 3.492%
30 15.080 2206 2209 2213 rVB2 39322 45955 1.37% 0.154%

I
N
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©
xR

31 15.421 2262 2267 2271 rBV 763363 903171 27.01%  3.032%

Sum of corrected areas: 29786337
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\

BF125897.D
: 19 Oct 2021 13:39
Ju/CG
: M4248-01
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.004 6.12 ng 367167 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50

Abundance Scan 1006 (8.004 min): BF125897.D\data.ms (-1003) (-) m/z 57.05 100.00%
57.0

5000 k
e 7.60 7.80 8.00 8.20 8.40
39 ‘ 1010 4379 o0 [.O8 800 8.8 S
0 “ﬁ bl 18201510 s 45,10 90.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 I L AL B
7.60 7.80 8.00 8.20 8.40
29.0 75.0
: m/z 41.10 32.94%
|l 1 s
O\\\‘\‘\‘\\“‘l‘\\ \\H\“\M\\U\\\\‘\\w\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
43.0
R
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.10 20.19%
89.0
bbbl 750 | 1190 aaso
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether T e
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10 15.83%
5000
29.0 75.0
0 b 1000 A e
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 1-Decanol, 2-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.269 2.64 ng 281958  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 64
2 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 64
3 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 52
4 Dodecyl nonyl ether 312 C21H440 1000406-37-5 52
5 1-Dotriacontanol, acetate 509 C34H6802 023811-94-1 52

Abundance Scan 1221 (9.269 min): BF125897.D\data.ms (-1215) (-) m/z 57.10 100.00%
57.1

83.0
5000

o

119.1 e
154.0180.1 910 2 9.00 9.20 9.40 9.60

ol m/z 55.10  74.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161355: 1-Decanol, 2-octyl-
57.0
5000 LI L L L L B A DL B
83.0 9.00 9.20 9.40 9.60
29.0 111.0 m/z 43.10 55.81%
0 Al \‘h (50 168.0 106.0 224.0 252.C
T \\\‘\\\\‘\\\\‘\\1\’\1\\‘1\\\‘\\\\‘\\\\‘\\1\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87565: Cyclododecanol, 1-ethenyl-
55.0
A S st
83.0 9.00 9.20 9.40 9.60
5000/ 29 0 m/z 71.85 55.16%
111.0
H || 1520 183.0210.0
Ol el bt e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #249109: Nonyl tetradecyl ether  RARaRRsma
57.0 9.00 9.20 9.40 9.60
m/z 41.10 53.67%
85.0
5000
29.0 127.0
ol | |17 16801970 597
T R e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Benzene, 1-cyclohexyl-3-met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.492 2.58 ng 275370  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 91
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 55
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 47
4 2-Pentanone, 3-(phenylmethylene)- 174 C12H140 003437-89-6 18
5 7-Methoxy-1-naphthol 174 C11H1002 067247-13-6 14

Abundance Scan 1259 (9.492 min): BF125897.D\data.ms (-1255) (-) m/z 131.00 100.00%
131.0
105.1 174.1

55.1 81.0

5000

9.20 9.40 9.60 9.80
04.2
(o} m/z 118.05 94.24%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0 ﬂ

5000 SRS
9.20 9.40 9.60 9.80
390 4, m/z 174.10  77.71%
0 ?-‘5\‘?“}“ ‘\W\‘ ‘\M‘\‘\ ‘m“H‘H‘ ‘h!\ ‘\‘\h I = “\‘ : ‘\’ . “‘ REETEEE.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
ul

9.20 9.40 9.60 9.80

105.0
5000 m/z 105.05 77 .15%
174.0
41.0 77.0
Ly m Wb alil ‘H\ i \‘\\ i “ |
T e e i R ARERS RERE R R AR

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49134: 1-Methyl-2-cyclohexylbenzene R

131.0 174.0 9.20 9.40 9.60 9.80
m/z 97.10  75.33%
5000 105.0

0 \H‘H\wu??‘f?ﬁw?ﬁ;?;\‘\“H‘l“,‘\\‘!H,\‘m\‘,‘m‘wm‘\m R AR B

m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.586 5.02 ng 535273  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
2 Undecane 156 C11H24 001120-21-4 55
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 52
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 52
5 Hexadecane 226 C16H34 000544-76-3 47

Abundance Scan 1275 (9.586 min): BF125897.D\data.ms (-1270) (-) m/z 57.10 100.00%
57.1

5000 MN/W
97.1 — :
. 9.50
J L1 20 e
ol b b e S m/z 71.10  96.10%
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 s :
9.50
m/z 43.10 69.95%
0127.0
0 \“‘\‘ H“H\ “‘ ‘\‘\‘q\f‘ \H\“\ I }8\3\0‘ LA B B B e
miz--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
T \
9.50
5000 m/z 85.10 46.83%
98.0 156.0
ST O e i
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- = :
57.0 9.50
m/z 55.10 46.66%
so00 MW
99.0
0 L‘ LAy 1410 1830 2390 296
el S P
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 unknown9.733 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.733 2.16 ng 230429  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 38
2 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 30
3 Cetene 224 C16H32 000629-73-2 25
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 18
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 11

Abundance Scan 1300 (9.733 min): BF125897.D\data.ms (-1296) (-) m/z 69.10 100.00%
69.1

43.1
5000 159.1 M
97.1 132.0
P e
193.2 224.1 9.50 10.00
Y m/z 57.10  71.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104597: 7-Hexadecene, (Z)-
53.0
83.0
5000 — —
9.50 10.00
29.0 1110 m/z 55.10 63.68%
o | | 1400 167.0 1960 2240
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl-
69.0
P e
9.50 10.00
5000 1110 m/z 83.10  53.88%
41.0
) ‘ ‘ 154.0
o‘_U‘ﬂhquUHWM‘n_ﬂh‘w‘w‘uh,u‘w‘u‘w‘u“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104588: Cetene T ——
43.0 9.50 10.00
m/z 43.10 50.37%
83.0
5000
111.0
0 | H | “L 11390 1680 196.0 224
e b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.769 2.98 ng 318134  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 46
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 30
4 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BroO 021690-26-6 22
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 22
Abundance Scan 1306 (9.769 min): BF125897.D\data.ms (-1302) (-) m/z 97.10 100.00%
69.1 97.1
5000
— —
2991 9.50 10.00
0! : m/z 69.10 97.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 69.0 920 — —
9.50 10.00
m/z 55.10 89.25%
‘ ‘ 151.0
O \\\‘\\\\‘\\\‘\‘\ \\“‘1\\‘!‘\‘\“\\"!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
69.0
— —
9.50 10.00
5000 41.0 m/z 193.20  75.56%
153.0
0 \‘ I h‘\ | L1260 | 1810  224.0
R ERRREEREEECL AR RaEa e e A RRARRRAEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13258: Cyclohexane, 1,2,4-trimethyl- 1 —
69.0 9.50 10.00
111.0 m/z 41.10  68.96%
5000 410 W
ST YN 19 1 0 Y A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Sulfurous acid, 2-propyl tr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.116 2.15 ng 228916  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 59
2 Hexadecane 226 C16H34 000544-76-3 50
3 9-Methylheneicosane 310 C22H46 070475-51-3 47
4 Heptacosane 380 C27H56 000593-49-7 47

5 Succinic acid, 2-chloro-6-fluoro... 330 C15H16C1FO05 1000390-72-1 47

Abundance Scan 1365 (10.116 min): BF125897.D\data.ms (-1363) (- m/z 57.10 100.00%
57.1

. WANANLANNKA\/VVMANﬂA/
119.1 —— —
‘ 10.00 10.50
ol “w‘m ‘“‘H“W ok 2‘2‘2‘2‘ s m/z 71.10 89.50%
miz--> 50 200 250 300
Abundance #206621.Sumﬂousamd,21nothﬂdecyleﬁer
43.0
5000 i —
85.0 10.00 10.50
m/z 43.10 65.62%
O T “\ ‘\ ‘ ‘ “M ‘ M \‘]‘-2\?\0\ T ]\-8\% \0‘2%[7\0\ T ‘ T T T T ‘ T T
miz--> 50 100 15 200 250 300
Abundance #107218: Hexadecane
57.0
—r —
10.00 10.50
5000 ITI/Z 85.10 62.97%
025‘10““ Ly “‘9?'0‘ 1410 1830 226.0
el e e e
miz--> 50 100 150 200 250 300
Abundance #212285: 9-Methylheneicosane —— —
57.0 10.00 10.50
m/z 41.10 39.75%
5000
140.0
‘ ‘ 99.0 196.0
ANBUVESURRBM X . M——
mlz--> 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl@.269 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.269 2.45 ng 261260  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 115754-87-5 47
2 3-(p-Fluorobenzoyl)-propionic acid 196 C1@H9FO03 000366-77-8 47
3 1,4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18 051504-54-2 47
4 2-(4-Methoxyphenoxy)propanoic acid 196 C10H1204 013794-15-5 47
5 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 43

Abundance Scan 1391 (10.269 min): BF125897.D\data.ms (-1388) (-  m/z 123.10 100.00%
128.1

5000

55.1 95.1
e e
10.00 10.50
0 m/z 95.10 39.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41194: trans-2-(1-Hydroxycyclohexyl)-furan
128.0
5000 — e
95.0 10.00 10.50
39.0 ' Py
166.0 m/z 55.10 38.61%
15
O‘\\\\“\\\\’\“\\\H‘\\‘\\‘\\\\’1\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71141: 3-(p-Fluorobenzoyl)-propionic acid
128.0
e e
10.00 10.50
5000 95.0 m/z 81.10 38.31%
45.0 69.(# 1510 1960
O iy h e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19500: 1,4-Hexadiene, 2,3,4,5-tetramethyl- — —
1238.0 10.00 10.50
m/z 109.10 35.21%
81.0
5000
55.0
A T P N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.516 5.92 ng 631291  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 72
2 Hexacosane 366 C26H54 000630-01-3 72
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 1433 (10.516 min): BF125897.D\data.ms (-1430) (- m/z 57.10 100.00%
57.1

. kaJAAMJVJLVN/wAVNJA
T \
9.1
‘ ‘ % ‘ 169.2 2131 10.50
ob bbb 21wz 71.1@ 57.96%
mlz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 S :
10.50
9.0 m/z 43.10 38.89%
SRR L —
miz--> 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
T \
10.50
5000 ITI/Z 85.10 29.01%
9.0
ol L Ly ] 14018302250 2670 3090 366
Al S L I I R e e R
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl- —— ‘
57.0 10.50
m/z 41.10 17.27%
o] B 401830 gm0 -
mlz--> 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.780 17.89 ng 1185620 Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 80
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 72
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64

Abundance Scan 1478 (10.780 min): BF125897.D\data.ms (-1475) (- m/z 57.10 100.00%
57.1

E

5000
85.1
113.1 10.50 11.00
‘ 141.1 183.2 244.2 ’ :
o_HwWM_“M1‘H_‘1“_HwH_Hwmw?‘lﬁ?‘www m/z 71.10  84.65%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester
57.0
5000 i —
10.50 11.00
85.0 113.0 m/z 43.10  45.40%
29.0 ‘ ‘ 155.0
0 A ‘\ ) | !

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

-

10.50 11.00
5000 m/z 85.10  31.30%

113.0
183.0
) \‘ 141.0 ) 225.0253.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

290 H

o
(o]
al
o

Abundance #90202: Dodecane, 2,6,10-trimethyl-

57.0 10.50 11.00
m/z 41.10 19.53%
5000
85.0
1270

Dbl ] 35501880210
o_mw‘_m‘uwu\Hhw‘H‘_m‘H‘wwwwwww —r —r
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.245 21.92 ng 1452740  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Tritetracontane 605 C43H88 007098-21-7 78

Abundance Scan 1557 (11.245 min): BF125897.D\data.ms (-1554) (1 m/z 57.10 100.00%

57.1
5000
99.1 — —
11.00 11.50
141.1 1832
oHH_‘H“‘MHHH"”1"Ju‘J“"1“_‘”wWHH‘wﬁ‘lﬁ‘?mﬁ??ﬁw m/z 71.10  86.76%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane
57.0
5000 T —
11.00 11.50
99.0 m/z 85.10 49.71%
226.0
O\H\z‘i’-\o\“‘h!‘Hl\‘w‘\\\HLH‘H\‘\H\:LHi‘]:\OH‘\\]\-ﬁ\S\g‘\\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #168307: 2-Bromotetradecane
57.0
— —
11.00 11.50
5000 m/z 43.10 43.84%
99.0
27,0 ‘ ‘ 410 197.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141057: Octadecane T —
57.0 11.00 11.50
m/z 41.10 21.02%
o W
99.0
0 h 8 ‘ ‘ \14\10 1830 22502540
HHMHWHH‘HH_ku‘WHHMHW‘HWHHMH‘_HWHHM‘H_ —— ——
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 1,3-Propanediol, ethyl hexa... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.592 6.02 ng 398735  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Propanediol, ethyl hexadecyl... 328 C21H4402 1000406-35-3 74
2 Eicosane 282 C20H42 000112-95-8 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Octacosane 394 (C28H58 000630-02-4 72
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 1616 (11.592 min): BF125897.D\data.ms (-1614) (- m/z 57.10 100.00%
57.1

91 14111851 1150 ‘
ol u‘m AL ‘Lu“‘w bl ‘l 2832 . m/z 71.10  95.25%
mlz--> 50 100 150 200 250 300 350
Abundance #234825: 1,3-Propanediol, ethyl hexadecyl ether
57.0
5000 — ‘
11.50
9.0 269.0 m/z 85.10 60.09%
‘ ‘ 225.0 ‘
O\“U‘\H‘ ‘M\“\“ \‘\\\“‘\%8\3\0‘\\‘\\‘\}\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
T \
11.50
5000 m/Z 43.10 58.98%
ey \‘ | 141018302050 2620
O e M e R
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 11.50
m/z 55.10 22.03%
5000 NMVAMVWW\NJAM%JWWN\AM
oL \ | F ‘%410183022502670 3230 380,
““‘ A e e e P
m/z--> 50 100 150 200 250 300 350 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125897.D

Acqg On : 19 Oct 2021 13:39
Operator : JU/CG

Sample : M4248-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 8.004 6.1 ng 367167 2 8.104 1199560 20.0
1-Decanol, 2-oc... 9.269 2.6 ng 281958 3 9.857 2132880 20.0
Benzene, 1-cycl... 9.492 2.6 ng 275370 3 9.857 2132880 20.0
Dodecane, 2,6,1... 9.586 5.0 ng 535273 3 9.857 2132880 20.0
unknown9.733 9.733 2.2 ng 230429 3 9.857 2132880 20.0
Decahydro-1,1,4... 9.769 3.0 ng 318134 3 9.857 2132880 20.0
Sulfurous acid,... 10.116 2.1 ng 228916 3 9.857 2132880 20.0
unknown10. 269 10.269 2.5 ng 261260 3 9.857 2132880 20.0
Heptadecane 10.516 5.9 ng 631291 3 9.857 2132880 20.0
Sulfurous acid,... 10.780 17.9 ng 1185620 4 11.339 1325260 20.0
Hexadecane 11.245 21.9 ng 1452740 4 11.339 1325260 20.0
1,3-Propanediol... 11.592 6.0 ng 398735 4 11.339 1325260 20.0
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