LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126775.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.299 28 36 43 rvB 375503 496560 11.54% 1.622%
2 3.581 244 254 266 rBV 186806 456183 10.60% 1.490%
3 5.199 522 529 535 rBV 42550 49675 1.15% 0.162%
4 5.581 588 594 597 rBV 3116670 3128724 72.69% 10.222%
5 6.575 757 763 766 rBV 3121133 3291544 76.47% 10.754%
6 6.781 795 798 802 rBV 128023 99319 2.31% 0.324%
7 6.957 824 828 831 rVB 900342 741388 17.22%  2.422%
8 7.516 918 923 926 rBV 2191478 2252814 52.34% 7.360%
9 7.540 926 927 930 rVB 232455 116602 2.71% 0.381%
10 7.687 949 952 956 rBvV 57126 44441 1.03% 0.145%
11 8.134 1025 1028 1034 rBV 41791 64978 1.51% 0.212%
12 8.210 1037 1041 1043 rBV 221420 204481 4.75% 0.668%
13 8.239 1043 1046 1048 rVV 1114680 880410 20.45% 2.876%
14 8.816 1140 1144 1149 rVB 255329 199142 4.63% 0.651%
15 8.951 1164 1167 1170 rVB 76207 64202 1.49% 0.210%
16 9.316 1223 1229 1232 rBV 3936962 3501963 81.36% 11.441%
17 9.381 1237 1240 1243 rBV 211022 182448 4.24%  0.596%
18 9.575 1270 1273 1277 rBV 33644 43304 1.01% ©0.141%
19 9.916 1327 1331 1334 rVB 150432 118885 2.76% 0.388%
20 9.998 1341 1345 1348 rVB 1259131 1053632 24.48% 3.442%
21 10.416 1413 1416 1419 rVB2 108345 88132 2.05% 0.288%
22 10.492 1423 1429 1432 rBV 239209 275608 6.40% 0.900%
23 10.528 1432 1435 1446 rVB3 99378 187268 4.35% 0.612%
24 10.786 1475 1479 1485 rBV 2290703 2075934 48.23% 6.782%
25 10.892 1495 1497 1502 rVB2 65145 85629 1.99% 0.280%
26 11.339 1570 1573 1576 rBV 56259 47347 1.10% 0.155%
27 11.486 1595 1598 1601 rBV 1185937 1076622 25.01% 3.517%
28 11.510 1601 1602 1606 rVB 89043 64459 1.50% 0.211%
29 11.998 1680 1685 1687 rBV2 325408 326607 7.59% 1.067%
30 12.704 1802 1805 1810 rBV2 47703 47923 1.11% 0.157%
31 12.792 1816 1820 1828 rBV 312649 304063 7.06% 0.993%

32 13.080 1864 1869 1872 rBV 3533604 3165011 73.53% 10.340%
33 14.004 2022 2026 2040 rBV6 93376 273013 6.34% 0.892%
34 14.110 2040 2044 2047 rBV 4378346 4304344 100.00% 14.063%
35 14.139 2047 2049 2052 rVB 668500 543600 12.63% 1.776%

36 15.657 2302 2307 2319 rBV2 505936 699226 16.24%  2.284%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

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-BF011822.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.145 2384 2390 2395 rBV3 30249 52494  1.22% ©.172%
Sum of corrected areas: 30607975
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Feb 2022 15:44
: CG/IU
: N1340-05

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
BF126775.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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2500000
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500000

0

TIC: BF126775.D\data.ms

6.575

5.581

7.516

6.957

2.299 7/540

3.581 6.781 76

5.199

Time-->
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TIC: BF126775.D\data.ms

9.316
13.080

10.786

9.998

8.239 11.486

11.998 12.792

12.7

8.816

0
Time-->
Abundance

4000000

3500000
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381
ﬂk 9575 99
e

9.50

)\8.951 1&%58 po.egz
I ‘ ‘ e
10.00 10.50 11.00

TIC: BF126775.D\data.ms

11.339/510

12.00

T = R
9.00 11.50 12.50 13.00

14
15.657

14.00%

0
Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.299 13.40 ng 496560 1,4-Dichlorobenzene-d4 6.957

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 36 (2.299 min): BF126775.D\data.ms (-28) (-) m/z 73.10 100.00%

73.1
5000
43.0 87.1
B B
‘ 220 240 260
owawu‘mww‘HH‘mwHWwawww m/z 43.05  26.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 IR
220 240 260
43.0 o
87.0 m/z 87.10 23.67%
29.0
0 | o |
O\\‘\H\‘\H\‘Hf\‘\\f\‘\\H‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
220 240 260
5000 41.0 55.0 ITI z 55.00 20.68%
27.0
0 I ‘ ‘ 112.0 129.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- L N manae e
73.0 220 240 260
m/z 71.10 10.69%
5000
45.0
29.0
oL 590 ] 101.0

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.581 12.31 ng 456183  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 37
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance Scan 254 (3.581 min): BF126775.D\data.ms (-244) (-) m/z 45.00 100.00%

45.0
5000 /L
R RRRREEE e R Rman ]
61.0 3.20 3.40 3.60 3.80 4.00
Ol et e e 80 m/z 43.00  17.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
5000 U L B R
3.20 3.40 3.60 3.80 4.00
m/z 61.00 7.20%
29.0
61.0
O \\\‘]\_\5\.(\)“\\\‘\‘[‘\\\\“}‘f‘}\‘\\\‘f‘\\\\‘\\\.\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
R AR
3.20 3.40 3.60 3.80 4.00
5000 m/z 44.00 4.97%
29.0
0 1 8L0 260 89.0 102.0
e R Ema e L e ARRRARAN
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1091: R-(-)-1,2-propanediol
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.00 3.16%
5000
29.0
150 | ‘ 61.0
0 L \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Carbonic acid, prop-1-en-2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.781 2.68 ng 99319 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
3 Decane 142 C10H22 000124-18-5 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 59

Abundance Scan 798 (6.781 min): BF126775.D\data.ms (-795) (-) m/z 57.05 100.00%

57.0
5000
85.1
wﬂwu“u‘,quﬁﬁﬁfﬁM
| H N 12‘0 ! 6.40 6.60 6.80 7.00 7.20
0 _m‘wwm‘umuhJ\mu\w‘w_WwwwwH m/z 43.05  86.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 T T T T
6.40 6.60 6.80 7.00 7.20
29.0 85.0 m/z 71.10  49.85%
ol h ‘h‘ 1110 1540 1820 2270
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester
57.0
T
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.10 46.36%
85.0
29.0
ol L) || [M10 1400 168.0 1960 241
‘H“_““‘H“H“H“_‘H“H“H“_“w“u“u“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22067: Decane ““H“‘H,“H“H“‘
43.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10 33.82%
5000
71.0
JL | Jsso s
0“Mw‘Hw‘m‘wu‘_H‘_‘H$‘HM‘H‘HH‘HH‘H‘WH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.816 4.52 ng 199142  Naphthalene-d8 8.239

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 78
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
5 Decane, 5-propyl- 184 C13H28 017312-62-8 74

Abundance Scan 1144 (8.816 min): BF126775.D\data.ms (-1140) () m/z 57.05 100.00%
57.0

1%

5000 85.0
H ‘ 1121 1411 184.2 8.40 8.60 8.80 9.00 9.20
ober o el gneee ALY 1842 sz a3.05  72.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
5000 85.0 AR R EE RS R
8.40 8.60 8.80 9.00 9.20
29.0 m/z 71.10 69.08%
0 Ll L 1130 1010 1600 1980
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
8.40 8.60 8.80 9.00 9.20
m/z 85.05 41.45%
5000 85.0 /
29.0 141.0
ol i 4 A HIB0 3690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59080: Decane, 2,3,6-trimethyl- Rmaas e AR o
43.0 8.40 8.60 8.80 9.00 9.20
m/z 41.05 31.24%
71.0
5000
‘ 99.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Decane, 2,3,5-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.381 3.46 ng 182448  Acenaphthene-di10 9.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 78
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 72
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 70

Abundance Scan 1240 (9.381 min): BF126775.D\data.ms (-1237) () m/z 57.05 100.00%
57.0

e e
H ‘ 1131 1411 173.0198.3 9.00 9.20 9.40 9.60 9.80
O prrr bl bl b i 1AL 17301983 sz 71010 76.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 AR R
85.0 9.00 9.20 9.40 9.60 9.80
m/z 43.05 66.07%
29.0 141.0
0 \‘\‘\‘\\“‘\\\h‘\\“\\‘1‘\\\“\\]—\\‘()\\\\}\\\\]‘-\6\9\\0‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
S T
9.00 9.20 9.40 9.60 9.80
5000 m/z 85.10 42.33%
85.0
29.0
0 \ ‘ L M‘ ,113.0 141.0 169.0 197.0 226.0
et e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59108: Nonane, 3-methyl-5-propyl- TR e
57.0 9.00 9.20 9.40 9.60 9.80
m/z 41.05 31.34%
5000 85.0
29.0
112.0 141.0
ST Oy OO O PP LS | SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 9-methylheptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.916 2.26 ng 118885  Acenaphthene-die 9.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
2 9-methylheptadecane 254 C18H38 026741-18-4 83
3 Hexadecane 226 C16H34 000544-76-3 78
4 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 72
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 59

Abundance Scan 1331 (9.916 min): BF126775.D\data.ms (-1327) (-) m/z 57.05 100.00%
.0

57
5000 85.0
1000
113.1 '
0 wH‘wi‘;H‘Hw”m!mM‘,":“““““‘1‘5‘?;‘1””H,www m/z 71.10  77.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 U
85.0 10.00
m/z 43.05 61.28%
29.0 141.0
O \‘\‘\‘\\“‘\\\h“\\“}\‘1‘\\\“"]\-\lﬁ.‘o\\\\}\\\\J‘-\6\9\.9\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141059: 9-methylheptadecane
57.0
——
85.0 10.00
5000 ITI/Z 85.05 50.31%
140.0
29.0
111.0
0 L 16801900 2¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 %Vwmﬂj\
Abundance #107218: Hexadecane e
57.0 10.00
m/z 41.05 29.81%
5000
85.0
29.0
0 ‘\ ““ L H‘ ,113.0 141.0 169.0 197.0 226.0
R R e e AR —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown1©.492 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.492 5.23 ng 275608  Acenaphthene-di10 9.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-Bi-1,3-dioxolane, 4,4,4',4'... 258 C14H2604 035528-76-8 35
2 2-Heptenoic acid, butyl ester 184 C11H2002 1000406-08-9 27
3 Benzenamine, 2-fluoro- 111 C6H6FN 000348-54-9 22
4 Thiophene, 3,4-dimethyl- 112 C6H8S 000632-15-5 18
5 Thiophene, 2,4-dimethyl- 112 C6H8S 000638-00-6 14

Abundance Scan 1429 (10.492 min): BF126775.D\data.ms (-1423) (-] m/z 55.00 100.00%

58.0 129.1
83.0
5000
182.1

10 50

0! uwtw}ﬁﬂ%mwhu‘wu‘_‘uw‘uw m/z 129.05 90.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #145607: 2,2'-Bi-1,3-dioxolane, 4,4,4',4'5,5,5' 5'-octamet|
129.0
83.0
5000 4
1050

57.0 m/z 111.00  84.97%

\“ | L 258.C
T ‘ TTTT ‘ \ TTT ’ T \ T ‘ \ TTT ‘ TTT \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58583: 2-Heptenoic acid, butyl ester
129.0

o

10 50
5000 55.0 m/z 82.95 60.88%
29.0
‘ ‘ ‘ ‘ 99.0
S P O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6884: Benzenamine, 2-fluoro-

111.0 10 50

m/z 101.10 57.81%

5000 84.0
57.0
0 T ‘ \\H\ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44

Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Ethylene glycol adipate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.528 3.55 ng 187268  Acenaphthene-di10 9.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene glycol adipate 190 C8H1405 1000445-97-3 64
2 Adipate Dimethylolpropane 232 C11H2005 1000445-99-1 40
3 2-Heptenoic acid, butyl ester 184 C11H2002 1000406-08-9 37
4 Diisopropyl adipate 230 C12H2204 006938-94-9 37

5 Succinic acid, docosyl ethyl ester 454 C28H5404 1000349-57-1 35

Abundance Scan 1435 (10.528 min): BF126775.D\data.ms (-1432) (-,  m/z 129.00 100.00%

129.0
55.0 83.0
5000 ’
A
1040 | 151 1861 10.50
0L b bt L m/z 111.80  91.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65173: Ethylene glycol adipate
129.0
55.0
5000 I
101.0 1050
m/z 55.00 58.26%
29.0
0 ) | 1600
O \\‘\1\\“ \\H\“}‘\}‘\‘\““‘\\\“‘1\\‘\‘\\\\‘1\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113263: Adipate Dimethylolpropane
129.0
1050
m/z 83.00 50.30%
5000 550
101.0
[ — ““ ,183'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58583: 2-Heptenoic acid, butyl ester
129.0 1050
m/z 101.00 43.62%
5000 55.0
29.0
L e
oH_\mwmm‘wm‘m_hu‘_1‘5‘5-,9”‘_‘”_‘ .
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.998 6.07 ng 326607 Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 15

Abundance Scan 1685 (11.998 min): BF126775.D\data.ms (-1680) (- m/z 73.00 100.00%

73.0
43.0
5000
129.1 SUAS
| \‘H H‘ i ‘ | H\ [227.2256.1 e
om_mmnw‘_‘wuH‘uum_wum‘_uH_Mw‘www m/z 60.00 73.74%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T
213.0 12.00
‘ 157.0185.0 m/z 43.05 62.33%
O
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #126203: Pentadecanoic acid
43.0 73.0
—
12.00
5000 129.0 m/z 57.10 56.15%
199.0 2420
1w DN -
ouw‘m‘i‘w!” ‘1“"”"HUMu‘:“l_HJH_‘H_‘H‘“uH_m_wmw
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #109279: Tetradecanoic acid !
73.0 12.00
43.0 m/z 55.05 53.73%
5000 129.0
185.0
H
0%§Rw‘wuwyhhNkﬂ‘wumhwuH‘HM_‘H_H‘_MW‘HWH —
m/z--> 20 40 60 80 100120140 160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.792 5.65 ng 304063 Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 41
4 n-Decanoic acid 172 C10H2002 000334-48-5 30
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 30

Abundance Scan 1820 (12.792 min): BF126775.D\data.ms (-1816) (-] m/z 73.00 100.00%

73.0
5000
129.1
o =
185.2 241.2 284.3 12.50 13.00
0 L el Y ‘L‘uw“_”wm m/z 60.00 67.31%
miz--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
’.l
129.0
5000pg.0 284.0 s S
185.0 241.0 12.50 13.00
m/z 43.05 61.91%
0 ‘\‘!‘H\ m‘u‘\ i “‘\‘ ‘L‘\‘ “ ‘\“‘ ‘\‘\‘ : “‘ R
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
— —
12.50 13.00
m/z 57.05 59.83%
5000 284.0 /
3.0 1290
1850 2410
fo) \‘\\M uhH M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid — T
73.0 12.50 13.00
1290 m/z 55.00 52.43%
5000
185.0 228.0
29. H‘
S 10 A g =7 A, S
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.004 10.04 ng 273013  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 n-Pentadecanol 228 C15H320 000629-76-5 94
4 1-Hexadecanol 242 C16H340 036653-82-4 93
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance Scan 2026 (14.004 min): BF126775.D\data.ms (-2022) (-, 97.05 100.00%
57.0, |97.0
5000
‘ 1400
O‘H‘HHMNMM‘ m/z 83.05 99.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 e ‘
14.00
25.0 m/z 69.00 93.50%
0 \H‘\‘\MH“‘}H“ "\‘\M“ H‘!‘ 1540’196 \0\\\‘%:\3\8‘\(\)\2\‘6\\7\9\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #155961: 1-Nonadecene
43.0 97.0
14 00
5000 m/z 57.05 91.55%
0 W“\HUM\ ,‘Hw Wm?momo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109471: n-Pentadecanol ——
83.0 14.00
m/z 55.00 88.44%
43.0
5000
‘ 25.0
182.0
o ‘HH\M\\\H‘ 205110 N

m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020122\
Data File : BF126775.D

Acqg On : 01 Feb 2022 15:44
Operator : CG/JU

Sample : N1340-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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... 2.299 13.4 ng 496560 1 6.957 741388 20.0
Propylene Glycol 3.581 12.3 ng 456183 1 6.957 741388 20.0
Carbonic acid, ... 6.781 2.7 ng 99319 1 6.957 741388 20.0
Tetradecane 8.816 4.5 ng 199142 2 8.239 880410 20.0
Decane, 2,3,5-t... 9.381 3.5 ng 182448 3  9.998 1053630 20.0
9-methylheptade... 9.916 2.3 ng 118885 3  9.998 1053630 20.0
unknown10.492 10.492 5.2 ng 275608 3 9.998 1053630 20.0
Ethylene glycol... 10.528 3.5 ng 187268 3  9.998 1053630 20.0
n-Hexadecanoic ... 11.998 6.1 ng 326607 4 11.486 1076620 20.0
Octadecanoic acid 12.792 5.7 ng 304063 4 11.486 1076620 20.0
n-Nonadecanol-1 14.004 10.0 ng 273013 5 14.139 543600 20.0
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