LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123723.D

Acqg On : 24 Apr 2021 18:22
Operator : JU/CG

Sample : M2150-02

Misc :

ALS Vvial : 14 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: BF123723.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.434 566 569 579 rVB 3783395 3383912 41.99% 7.092%
2 6.451 738 742 753 rVB2 2543613 2673069 33.17% 5.602%
3 6.822 801 805 808 rBV 1547336 1389590 17.24% 2.912%
4 6.998 832 835 839 rVB 260850 222425 2.76% 0.466%
5 7.386 893 901 904 rBV 5672914 5326967 66.10% 11.164%
6 7.539 925 927 932 rVB 136843 124058 1.54% 0.260%
7 7.845 973 979 983 rBv4 193104 267135 3.31% 0.560%
8 8.104 1019 1023 1025 rBV 2209240 1812127 22.49% 3.798%
9 8.127 1025 1027 1030 rW 653758 488266 6.06% 1.023%
10 8.175 1032 1035 1040 rVB 104752 96048 1.19% 0.201%
11 8.816 1141 1144 1148 rVB 640798 486501 6.04% 1.020%
12 8.916 1156 1161 1164 rBV 356746 283784 3.52% 0.595%
13 9.180 1202 1206 1209 rBV 8330211 8058889 100.00% 16.890%
14  9.280 1216 1223 1225 rBV2 87108 122958 1.53% 0.258%
15 9.574 1270 1273 1276 rBV 253073 216937 2.69% 0.455%
16 9.857 1315 1321 1324 rBV 2309233 1901965 23.60%  3.986%
17 9.892 1324 1327 1330 rVB 336564 288755 3.58% 0.605%
18 10.063 1352 1356 1361 rVB 230742 201429 2.50% 0.422%
19 10.404 1411 1414 1420 rBV 289391 234936 2.92% 0.492%
20 10.486 1420 1428 1432 rBV8 48506 126355 1.57% 0.265%
21 10.651 1451 1456 1459 rBV 6077026 5578727 69.22% 11.692%
22 11.345 1570 1574 1576 rBV 2480331 2000078 24.82% 4.192%
23 11.368 1576 1578 1581 rVB 270314 210335 2.61% 0.441%
24 11.574 1608 1613 1621 rVB2 115879 157643 1.96% 0.330%
25 11.880 1661 1665 1669 rBV3 244969 262628 3.26% 0.550%
26 12.263 1727 1730 1733 rBV 146081 125425 1.56% 0.263%

27 12.327 1738 1741 1746 rVB 122850 105213 1.31% 0.221%
28 12.939 1840 1845 1848 rBV 7990974 7369282 91.44% 15.445%

29 13.480 1932 1937 1941 rBV4 58103 92097 1.14% 0.193%
30 13.862 1996 2002 2016 rBV3 256667 653684 8.11% 1.370%

31 13.986 2019 2023 2027 rBV 1966397 1768468 21.94%
32 15.109 2210 2214 2219 rVB 81689 104074 1.29%
33 15.451 2266 2272 2276 rBV 1081939 1371840 17.02%
34 15.486 2276 2278 2282 rVB 90444 96560 1.20%
35 15.921 2347 2352 2358 rVB2 73755 111512 1.38%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123723.D

Acqg On : 24 Apr 2021 18:22
Operator : JU/CG

Sample : M2150-02

Misc

ALS Vvial : 14 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
Sum of corrected areas: 47713672
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Apr 2021 18:22
: M2150-02

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042421\
BF123723.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\BF@42421\
Data File : BF123723.D

Acqg On : 24 Apr 2021 18:22

Operator Ju/caG

Sample : M2150-02

Misc

ALS vial : 14 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 1 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.998 3.20 ng 222425 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 86
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 83
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 72
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 68

Abundance Scan 835 (6.998 min): BF123723.D\data.ms (-832) (-)
117.1

m/z 117.10 100.00%

6.60 6.80 7.00 7.20 7.40
m/z 118.10 58.23%

6.60 6.80 7.00 7.20 7.40
m/z 115.00 32.91%

5000
91.1
39.0 63.0
Y R A OO A |
m/z--> 20 40 60 80 100 120 140
Abundance #8951: Indane
117.0
5000
91.0
39.0 63.0
0 \1\5\.(‘)\‘\ T \" " \““\‘\ T \”‘ T \“\ T “‘\ T !“ LA B
m/z--> 20 40 60 80 100 120 140
Abundance #22686: Benzeneethanol, .beta.-ethenyl-
117.0
5000
91.0
0 \39\0 L 65‘.0 In Ly ‘ ‘ ‘ 1480
e e e e
m/z--> 20 40 60 80 100 120 140
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
5000 91.0
39.0 65.0
0 ‘“‘M"uh‘mhﬂyﬂ“ﬂ“ﬂl"M“lu““““‘
m/z--> 20 40 60 80 100 120 140
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m/z 91.10 17.81%
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m/z 63.00 10.68%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123723.D

Acqg On : 24 Apr 2021 18:22
Operator : JU/CG

Sample : M2150-02

Misc :

ALS vial : 14 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 unknown7.845 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.845 2.95 ng 267135 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 25
2 1,3,8-p-Menthatriene 134 C1leH14 018368-95-1 25
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 25
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 25
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 25
Abundance Scan 979 (7.845 min): BF123723.D\data.ms (-973) (-) m/z 119.10 100.00%
60.0 119.1
41.0
5000
91.1
152.1 7.60 7.80 8.00 8.20
0 — ‘\“M ‘\‘\“H“‘\“ \:HH?SO ! ‘\‘ . m/Z 60.00 98.51%
miz--> 20 40 60

80 100 120 140 160
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 Auu‘uu‘\uﬁ”uu,u\
7.60 7.80 8.00 8.20
91.0 m/z 117.10 70.55%
390 650 : 135.0
0 ’\‘\\\“‘\\‘i‘\“{“\\\‘”‘\\‘\\“\‘“\\w‘[‘\!\‘\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14836: 1,3,8-p-Menthatriene
119.0
7.60 7.80 8.00 8.20
5000 m/z 41.05 68.52%
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miz--> 20 40 60 80 100 120 140 160
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- e AR AR
119.0 7.60 7.80 8.00 8.20

m/z 73.00 55.19%
5000
91.0
39.0 650 | 135.0

O ‘H‘ NPV RSB AR SMVHSUSN 1 N [N

m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123723.D

Acqg On : 24 Apr 2021 18:22
Operator : JU/CG

Sample : M2150-02

Misc :

ALS vial : 14 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.
11.880 2.63 ng 262628  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1665 (11 880 min): BF123723.D\data.ms (-1661) (1 m/z 73.00 100.00%

43.0 |73.0
5000
129.1
Ty —T
‘ 1711 2132 256.3 11.50 12.00
oww‘u‘m m/z 59.95 98.14%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L RN
11.50 12.00
157.01g5 02130  256.0 m/z 43.05 92.45%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
— —
11.50 12.00
5000 129.0 ITI/Z 57.05 81.95%
171.0
214.0
o220 ”m ‘?“‘H‘M b Hw“www
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T
43.0 73.0 11.50 12.00
m/z 55.10 78.21%
5000 129.0
199.0
L e T
01‘5'9‘1”“1‘”‘“”‘W‘”ww““u‘:‘l‘MM“‘H“_“H_‘m‘uu‘uwmw — —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123723.D

Acqg On : 24 Apr 2021 18:22
Operator : JU/CG

Sample : M2150-02

Misc :

ALS vial : 14 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 Bromoacetic acid, pentadecy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.862 7.39 ng 653684 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 2002 (13.862 min): BF123723.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1

o /J\/\NL
13.50 14.00
148.9 190 9 : '
ol L ‘ M A5 e 28922809 ;5500 94.76%
mlz--> 50 100 150 200 250 300 350
Abundance #182418: Bromoacetic acid, pentadecyl ester
43.0 83.0
5000 — ——
13.50 14.00
ﬂ m/z 43.10  92.20%
OH\“‘M H \‘HM w"Hmzf;s-q”_”w
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0 — —
13.50 14.00
5000 m/z 83.05  72.57%
39.0 210.0
obsg L LLLL R0 2100 2550 s
miz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 T 7
57.0 97.0 13.50 14.00
m/z 97.05 64.06%
5000
Wi
oo L ARIA ALY, 181022202640 3080 o) Vo
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123723.D

Acqg On : 24 Apr 2021 18:22
Operator : JU/CG

Sample : M2150-02

Misc

ALS Vvial : 14 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|
Indane 6.998 3.2 ng 222425 1 6.822 1389590 20.0
unknown?.845 7.845 3.0 ng 267135 2 8.104 1812130 20.0
n-Hexadecanoic ... 11.880 2.6 ng 262628 4 11.345 2000080 20.0
Bromoacetic aci... 13.862 7.4 ng 653684 5 13.986 1768470 20.0
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