LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123609.D

Acqg On : 17 Apr 2021 00:32
Operator : JU/CG

Sample : M2048-10

Misc :

ALS Vvial : 17 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: BF123609.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 5 13 21 rVB 3324503 4406742 52.44% 7.966%
2 5.504 576 581 584 rBV 9019832 8029990 95.56% 14.515%
3 6.510 747 752 755 rBV 7940709 8403520 100.00% 15.191%
4 6.869 810 813 816 rBV 2117966 1632172 19.42%  2.950%
5 7.434 903 909 912 rBV 5526344 5356182 63.74% 9.682%

6 8.157 1027 1032 1035 rBV 2316195 2101784 25.01%
7 9.234 1210 1215 1218 rBV 8266285 7722180 91.89% 13.
8 9.628 1279 1282 1286 rBV 189826 166677 1.98%

9 9.916 1327 1331 1334 rBV 2674200 2078011 24.73%
10 10.704 1461 1465 1469 rBV 4592229 4270775 50.82%

Nwoww
w
[
e
R

11 11.404 1580 1584 1587 rBV 2305780 1880299 22.38%
12 11.933 1671 1674 1681 rBV2 267677 251236 2.99%
13 12.622 1787 1791 1794 rBV 159862 148459 1.77%
14 12.845 1825 1829 1832 rBV 117868 119012 1.42%
15 12.998 1850 1855 1858 rBV 5532376 4711323 56.06%
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16 13.227 1891 1894 1899 rBV2 88325 100976 1.20%
17 13.910 2006 2010 2019 rBV2 495242 927355 11.04%
18 14.051 2030 2034 2037 rBV 1393575 1256727 14.95%
19 14.221 2060 2063 2066 rBV2 103198 96646 1.15%
20 14.527 2112 2115 2118 rBV 146231 134377 1.60%
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21 14.839 2166 2168 2172 rVB 85256 86703 1.03%
22 15.186 2225 2227 2233 rVB3 93885 106407 1.27%
23 15.545 2283 2288 2292 rBV 962497 1199701 14.28%
24 16.033 2368 2371 2376 rVB2 92359 133579 1.59%
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Sum of corrected areas: 55320833
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Apr 2021 00:32
: M2048-10

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
BF123609.D

Ju/CaG

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123609.D

Acqg On : 17 Apr 2021 00:32
Operator : JU/CG

Sample : M2048-10

Misc :

ALS vial : 17 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.
2.163 54.00 ng 4406740 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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance  Scan 13 (2.163 min): BF123609.D\data.ms (-5) (-) m/z 73.10 100.00%
3.1
43.0
5000
87.1
N RaR e aamasEaE
‘ ‘ 9.0 2.202.302.402.502.60
Obperreperrr ettt b e m/z 43.05  52.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T [ TT T[T TT1
430 2.202.302.402.502.60
87.0 m/z 55.00 37.97%
\ \‘ 90 I
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
R RARREEEAE TS
2.202.302.402.502.60
5000 m/z 87.10 27.96%
55.0
27.0 41lo0
0130 Ll i 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol A RERRERRZSS S
73.0 2.202.302.402.502.60
87.0 m/z 41.05 17.51%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘HM‘HM‘HM‘HM‘H‘HH,HH‘HH‘HH RN R e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123609.D

Acqg On : 17 Apr 2021 00:32
Operator : JU/CG

Sample : M2048-10

Misc :

ALS vial : 17 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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.933 2.67 ng 251236  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Isoamyl nitrite 117 C5H11NO2 000110-46-3 35
5 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30

Abundance Scan 1674 (11.933 min): BF123609.D\data.ms (-1671) (- m/z 43.00 100.00%

43.0 |73.0
5000
) —
. . 12.00
Obrerprrrdiles m/z 60.00  96.65%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0
129. A N
5000 90 T ‘
185.0 12.00
m/z 73.00 88.73%
H 1 228.0
O:I\-ﬁl‘o\‘\‘\\‘iu\\H\H‘\H\‘\‘H\‘\\(ﬂ“‘\\“m‘\‘\‘\\‘\\\\‘H‘H‘HH‘HH‘\!H‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
T
12.00
5000 129.0 ITI/Z 57.00 85.88%

#95854: Pentadecanoic acid . T
43.0 73.0 12.00

m/z 41.00 73.98%

5000
129.0 242.0
‘ ‘ 199.0
. ‘\‘ | H ‘ HM‘ c‘)\‘ \M m 7l 0\ ‘ l ‘

' 157.0 185.0213'0 256.0
0 ww“:‘u
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance i i ‘

O bt Ml e i

m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123609.D

Acqg On : 17 Apr 2021 00:32
Operator : JU/CG

Sample : M2048-10

Misc :

ALS vial : 17 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 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.910 14.76 ng 927355 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91

Abundance Scan 2010 (13.910 min): BF123609.D\data.ms (-2006) (- m/ 57.00 100.00%

57.0
5000 97.1

\ ‘“ ‘\h L‘ } ; 0175 8212. 2248 1 299.1 343

14 00
oL—dh I e e m/z 43.10 86.51%
m/z--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
55.0
97.0
5000

14 00

m/z 55.10  73.22%

O L4.q ‘ “ ‘H‘ ‘ \}\ \ ‘ \1\8\1-\0 T T T T ‘ LI \3?8\.\0 T
m/z--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55.0

1400
5000 97.0 m/z 83.18  57.74%
ol ‘\“ Ll \\H | ‘ 1990 18202230 2800
miz--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0 14 00
83.0 m/z 41.00 50.31%
5000
L,
SET B RT A NOE - N |
m/z--> 0 100 150 200 250 300 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123609.D

Acqg On : 17 Apr 2021 00:32
Operator : JU/CG

Sample : M2048-10

Misc :

ALS vial : 17 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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.527 2.14 ng 134377 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 89
2 Eicosane 282 C20H42 000112-95-8 86
3 Docosane 310 C22H46 000629-97-0 70
4 Heptadecane 240 C17H36 000629-78-7 62
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 58

Abundance Scan 2115 (14.527 min): BF123609.D\data.ms (-2112) (1 m/z 57.10 100.00%

57.1
5000
T
\ li 21812 2542 3371 3974 14.50
oLb—did, AUl ‘MH‘ Lu\u‘m “H‘i”“““““\“‘ PRSP TSN vl ‘\\‘ ‘ m/z 43.00 67.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
5000 — ‘
14.50
0 m/z 71.10 49.91%
L[] 0130 2sa0
O\‘\\‘“\“‘\“‘\“\“\““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
I
14.50
5000 ITI/Z 85.10 30.81%
oL h u‘ F 1141018302250 2820 mj\ww
i A
m/z--> 100 150 200 250 300 350 400
Abundance #153221: Docosane 7
57.0 14.50
m/z 55.00 28.14%
5000 WWWW
310.0
141 0183.0
oL ‘n“u\‘ |7 18020070 | .
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 : BF123609.D

Acqg On : 17 Apr 2021 00:32
Operator : JU/CG

Sample : M2048-10

Misc :

ALS vial : 17 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 5 Eicosane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.033 2.23 ng 133579 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
2 Tetracosane 338 C24H50 000646-31-1 70
3 Nonadecane 268 C19H40 000629-92-5 70
4 Eicosane 282 C20H42 000112-95-8 62
5 Heneicosane 296 C21H44 000629-94-7 62

Abundance Scan 2371 (16.033 min): BF123609.D\data.ms (-2368) (1 m/z 57.00 100.00%

57.0
5000
113.1 Lalol !
‘ ‘ | 1551 23712821 3521 16.00
0 P H\‘M‘\Mu M‘H \M‘u\‘\\‘\ ‘nmm‘ " H‘H‘I‘Jh U mM u‘n L um\u‘miw‘ i u‘\mwh‘ T ITI/Z 71.05 69.54%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141430: Eicosane, 2-methyl-
57.0
5000 ——
16.00
m/z 43.05 52.44%
253.0
O 2’0\ T h‘\ \“ \“h‘ \““\ “‘ \h \1\4.\1‘0\]18\3\?\ 1T “‘\ \2\9\6‘-(\)\ T ‘ T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
R \
16.00
5000 m/Z 85.05 39.72%
41.0
S Lo swmo
m/z--> 0 50 100 150 200 250 300 350
Abundance #117638: Nonadecane T
57.0 16.00
m/z 41.05 23.93%
5000
oL L1220 14101850005 o280
T I AR AL B e S ——
m/z--> 0 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123609.D

Acqg On : 17 Apr 2021 00:32
Operator : JU/CG

Sample : M2048-10

Misc

ALS Vvial : 17 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... 2.163 54.0 ng 4406740 1 6.869 1632170 20.0
Tetradecanoic acid 11.933 2.7 ng 251236 4 11.404 1880300 20.0
1-Docosene 13.910 14.8 ng 927355 5 14.051 1256730 20.0
Octadecane 14.527 2.1 ng 134377 5 14.051 1256730 20.0
Eicosane, 2-met... 16.033 2.2 ng 133579 6 15.545 1199700 20.0
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