LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092519 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 3.133 3 7 15 rVB 150616 302849 8.81% 1.212%
2 3.209 15 20 36 rvB 845858 1395174 40.57% 5.584%
3 5.618 422 430 446 rBV 467534 860835 25.03% 3.446%
4 7.210 693 701 713 rBV2 337392 736378 21.41% 2.947%
5 7.575 754 763 774 rBV 750965 1356337 39.44% 5.429%
6 8.033 831 841 850 rBV 160068 292279 8.50% 1.170%
7 8.362 888 897 903 rBV 536089 955122 27.77% 3.823%
8 8.409 903 905 915 rVB 38844 61762 1.80% 0.247%
9 9.196 1032 1039 1055 rVvB 385096 822803 23.93% 3.293%
10 9.619 1107 1111 1115 rBV 25835 38414 1.12% 0.154%
11 9.672 1115 1120 1126 rVB2 22275 39064 1.14% 0.156%
12 10.242 1211 1217 1222 rBVvV4 37694 72541 2.11% 0.290%
13 10.841 1309 1319 1334 rBvV 184331 413643 12.03% 1.656%
14 11.423 1413 1418 1424 rBV5 20444 38614 1.12% 0.155%
15 11.758 1469 1475 1482 rVB3 18277 38655 1.12% 0.155%
16 11.946 1494 1507 1513 rBvV2 46820 103350 3.01% 0.414%
17 12.287 1561 1565 1574 rBV9 17758 51137 1.49% 0.205%
18 12.387 1574 1582 1590 rVB3 43125 86695 2.52% 0.347%

19 12.710 1627 1637 1651 rBV 202711 428568 12.46% 1.715%
20 13.286 1724 1735 1746 rBV 1280215 2060437 59.91% 8.247%

21 13.832 1824 1828 1834 rVB10 22580 41633 1.21% 0.167%
22 13.985 1849 1854 1860 rBV6 54209 112700 3.28% 0.451%
23 14.108 1870 1875 1883 rBV 163836 247276 7.19% 0.990%

24 14.220 1889 1894 1897 rBV3 34564 58192 1.69% 0.233%
25 14.249 1897 1899 1904 rVB6 29259 44265 1.29% 0.177%
26 14.384 1916 1922 1930 rBV2 57851 109349 3.18% 0.438%
27 14.472 1930 1937 1949 rVB2 18646 50843 1.48% 0.204%
28 14.660 1962 1969 1976 rBV 368316 647993 18.84% 2.594%
29 15.277 2071 2074 2083 rVBS8 40058 91437 2.66% 0.366%
30 15.489 2106 2110 2115 rBV7 29794 47620 1.38% 0.191%

31 15.589 2122 2127 2136 rVB4 70705 183773 5.34% 0.736%
32 15.700 2142 2146 2153 rBV2 48950 89927 2.61% 0.360%
33 15.835 2165 2169 2179 rVB5 65988 160170 4.66% 0.641%
34 16.047 2199 2205 2211 rBV 171915 348082 10.12% 1.393%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.153 2217 2223 2230 rBV 1147040 1775901 51.64% 7.108%

36 16.294 2244 2247 2250 rBV2 43115 53839 1.57% 0.215%
37 17.404 2431 2436 2446 rBV2 442608 732289 21.29% 2.931%
38 18.309 2585 2590 2598 rBV 723445 1084571 31.54% 4.341%
39 19.572 2801 2805 2814 rBV 434692 622560 18.10% 2.492%
40 20.019 2875 2881 2890 rBV 2498171 3439068 100.00% 13.765%

41 21.323 3099 3103 3113 rVB 234619 380100 11.05% 1.521%
42 21.676 3158 3163 3173 rVB 480657 839601 24.41% 3.361%
43 21.870 3192 3196 3201 rVB2 132564 182340 5.30% 0.730%
44 22.475 3294 3299 3310 rVB 196161 369987 10.76% 1.481%
45 23.162 3410 3416 3424 rVB 253687 472832 13.75% 1.893%

46 23.967 3546 3553 3561 rVB 244425 517327 15.04% 2.071%
47 24.901 3701 3712 3724 rVB3 455695 1431023 41.61% 5.728%

48 26.035 3896 3905 3914 rVB2 143466 431588 12.55% 1.727%
49 27.375 4125 4133 4146 rVB4 73788 263122 7.65% 1.053%

Sum of corrected areas: 24984065
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG043280.D

2500000
2000000
1500000

100000015 »¢

7.57

8.36

500000 5.62 _— 9.20

3 8.03 10.84 1271

' g4l J{k 10.24 9512269 |
0 h A» I\ DEY I 11.4211 7595128

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 1050 11. OO 11.50 12.00 12.50
Abundance TIC: BG043280.D

20,02
2500000

2000000

1500000
13.29 16.15

1000000

21.68

21.32

500000
01.87 22.47

O R B I e e e e o o I e L o B o o o B LA o o o o

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG043280.D

2500000
2000000
1500000

1000000

24.90

500000 9315 g7
26.04
27,37
A R

e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 1-Pentene, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.13 20.72 ng 302849 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO 001768-25-8 64
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
5 2-Acetylpiperidine 127 C7H13NO 097073-22-8 45

Abundance Scan 7 (3.133 min): BG043280.D (-3) (-) m/z 56.10 100.00%
56
84
5000 4l
69
RN S U I I B
51 77 3.20 3.30 3.40 3.50
0 ...,....,....,....|,'I'...,".'.' Bl ML S Tm/z 84.10  69.44%
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #1455: Cyclohexane
56 84
5000 4t HRUN AR R U R
69 3.20 3.30 3.40 3.50
- m/z 41.10 51.69%
0 15 |.| || || 5.Cn)ll I 63 1 7
LS U UL LR S UL SR SRR SRR SRR B
m/z--> 10 30 40 50 60 80 90 100
Abundance #1478: 1-Pentene, 2-methyl-
41 56
3.20 3.30 3.40 3.50
5000 27 69 m/z 55.10 37 .32%
84
"
0 “ | ‘ ‘ ‘ 5\(\) ‘\ 1 63 I "
LS U UL UL S LRI SULELEL SRR SRR SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3522: Cyanic acid, 2-methylpropy! ester R Eama L e
4 3.20 3.30 3.40 3.50
m/z 69.10 27 .05%
56
5000
29 84
| sl o
b e e e HRINE R R I UL I
m/z--> 10 30 40 50 70 80 90 100 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.21 95.47 ng 1395170 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 20 (3.209 min): BG043280.D (-15) (-) m/z 73.10 100.00%
7B \
5000 43
55 87
| 64 166 3.20 3.30 3.40 3.50 3.60
ol il S 188 Tm/z 43.10 38.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4486: Butane, 2-methoxy-2-methyl-
<}
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 27.94%
29
0 . .JI | |
LN N S SN S BN SURLEL L BURLELELAS BURELA
m/z--> 20 40 60 80 100 120 140 160
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
4 e 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 27 .61%
29
0...1.5|....|....|....|...9.7|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.46%
5000 43 87
15 72
0"'MI'M"N"'§?"1'I'*"I""P"'I""I""
m/z--> 20 40 60 80 100 120 140 160 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.57 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

7.57 92.81 ng 1356340 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (7.569 min): BG043280.D (-754) (-) m/z 132.10 100.00%
132
5000 68 A\
20 _ 54 ‘ 75 % 0 720 7.40 7.60 7.80 8.00
o.,....,...:ll!.‘.‘?,.l.l..??r!-.n',..'.--.,..f.‘?,...~.,.'!..,.1.1.5.,....,'...,... m/z 68.10  42.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
78 m/z 134.10 33.43%
31 54 51
0'P'”J”Jh'L'M'”I”'H”“'P'”I”'W'“'P'”I“'WI”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.20%
33 am o g7 105
60 78
0'|"'w""|“'“?}'“=*"'L"li'ﬁql"ﬂw"'“ }}ﬁl"'ﬁ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 17.90%
5000
92
65
0 27 3\9 ﬁ:‘l-‘ 58 I “ 7Z | 135 117
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Indane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

8.41 4.23 ng 61762 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 80
2 Deltacvclene 118 C9H10 007785-10-6 80
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 59
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 53

Abundance Scan 905 (8.409 min): BG043280.D (-903) (-) m/z 117.10 100.00%
117
5000 /\f\
0 s 7 9 g 805' 520 540 560 680
0 R R A m/z 118.10 38.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8951: Indane
117
5000 A
800 820 840 8.60 8.80
m/z 115.00 16.07%
o5 27 3 8 F 7 103
miz--> % e % 100 10 1o 1k 1k
Abundance #8953: Deltacyclene
117

8.00 8.20 8.40 8.60 8.80
5000 m/z 91.05 12.03%
a9 91
51 65 77 ‘ 103 ‘

| |

o] P Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117

\
8.00 8.20 8.40 8.60 8.80
m/z 116.10 10.61%

5000 o1
39
97 51 65 78 103
1 A [ Il Ll | [l

m/z--> 20 40 60 80 100 120 140 160 180 8. 00 8.20 8. 40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2,4-Dimethylstyrene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.24 3.51 ng 72541 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvistvrene 132 C10H12 002234-20-0 91
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
3 3-Phenvilbut-1-ene 132 C10H12 000934-10-1 81
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 81
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 80
Abundance Scan 1217 (10.242 min): BG043280.D (-1211) (-) m/z 117.05 100.00%
147
5000
132
91
39 51 65 77 103 10.00 10.20 10.40 10.60
ol e m/z 115.10  36.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14041: 2,4-Dimethylstyrene
147
132

5000
10.00 10.20 10.40 10.60

m/z 132.10 32.04%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132 10.00 10.20 10.40 10.60
5000 m/z 119.10 28.60%
91
51
5 27 39 ‘ 65 77 ‘ 105
o.wuanquuLndmnﬁm..ﬂuHHMHWN“PHLHMLHWHHPHWHH,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14033: 3-Phenylbut-1-ene
117 10.00 10.20 10.40 10.60
m/z 134.10 18.58%
5000
91 132
27 39 51 g5 77 105
o] M S PO PSSP Y NS Y N | S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzo[c]thiophene, 1,3-dihy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.95 5.00 ng 103350 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene. 1.3-dihvdro- 136 C8HS8S 002471-92-3 81
2 Benzaldehvde. 2-hvdroxv-6-methvl- 136 C8H802 018362-36-2 53
3 4-Hvdroxv-2-methvlbenzaldehvde 136 C8H802 041438-18-0 53
4 Pvrazine. 2.6-diethvl- 136 C8H12N2 013067-27-1 53
5 Benzaldehyde, 2-hydroxy-4-methyl- 136 C8H802 000698-27-1 53
Abundance Scan 1508 (11.952 min): BG043280.D (-1494) (-) m/z 135.00 100.00%
135 H
5000
91
39 51 87 77 109 151 152 179 11.60 11.80 12.00 12.20
o} A S m/z 136.00 89.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16365: Benzo[c]thiophene, 1,3-dihydro-
135
5000
11.60 11.80 12.00 12.20
91 m/z 91.05 34.90%
o 2l 25 T | tosumn ||
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16347: Benzaldehyde, 2-hydroxy-6-methyl-
135
11.60 11.80 12.00 12.20
5000 77 90 m/z 134.00 19.04%
107
39 51 63 ‘ ‘ 118
0 ...|....“luu“l“.l“.‘..‘.‘i..‘..|.l..‘|... ‘|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16341: 4-Hydroxy-2-methylbenzaldehyde
135 11.60 11.80 12.00 12.20
m/z 137.05 16.80%
5000 107
77
1827 % 51 63 | s | 11 |
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzo[b]thiophene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.39 4.19 ng 86695 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 81
2 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 81
3 Benzaldehvde. 2.4.6-trimethvl- 148 C10H120 000487-68-3 80
4 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 74
5 2-Methyl-5-hydroxybenzofuran 148 C9H802 006769-56-8 64
Abundance Scan 1583 (12.392 min): BG043280.D (-1574) (-) m/z 147.00 100.00%
147
5000
39 63 91 121[ 408 12.00 12.20 12.40 12.60 12.80
o} I e ot m/z 148.00 83.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23296: Benzo[b]thiophene, 2-methyl-
147
5000

12.00 12.20 12.40 12.60 12.80
m/z 131.10 13.69%

45 74 115
0..ﬂWJU%?%J:..,....,........,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance #23289: 3-Methylbenzothiophene
147
12.00 12.20 12.40 12.60 12.80
5000 m/z 121.00 11.64%
45 74 115
0..uWrUh.pﬂ...ﬂ....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance #22679: Benzaldehyde, 2,4,6-trimethyl-
147 12.00 12.20 12.40 12.60 12.80
m/z 149.00 9.63%
5000 119
51 91
0..quﬂ%‘.ﬂﬂ...t....,.... ———————
m/z--> 50 100 150 200 250 300 350 400 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 4-Isopropylphenylacetic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.59 5.67 ng 183773 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-I1sopropvilphenvlacetic acid 178 C11H1402 004476-28-2 60
2 Benzene. 1-(1.1-dimethvlethvI)-4___. 178 C12H180 003395-87-7 58
3 Propofol 178 C12H180 002078-54-8 53
4 2-tert-Butvl-6-methviphenol. met... 178 C12H180 1000333-48-1 52
5 Pyridine, 2,6-epidioxy-5-ethyl-3... 178 C9H10N202 1000263-31-1 49
Abundance Scan 2127 (15.589 min): BG043280.D (-2122) (-) m/z 163.10 100.00%
163

%

5000
115 178
oL 131
4151 65 1 105 145 193 205 15.20 15.40 15.60 15.80 16.00
0 m/z 178.05 38.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43770: 4- Isopropylphenylacetlc acid
163
5000 91 LANLINL  L  L L L LLL L BLB
178 15. 20 15. 40 15 60 15. 80 16. OO
45 m/z 115.10 34.93%
27 65 77 105 133
ol 15 145
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44060: Benzene, 1-(1,1-dimethylethyl)-4-(methoxymethyl)-
45 163
R R R e
15.20 15.40 15.60 15.80 16.00
5000 m/z 91.10 33.82%
91 121 178
- 65 77 ‘ 105 ‘ 131
o S 8 PR R R Y B I ‘W,.:.wh..u\”..,.”
m/z--> 20 40 60 80 100 1 140 160 180 200
Abundance #43974: Propofol R REERERER TS
163 15.20 15.40 15.60 15.80 16.00
m/z 131.10 26.60%
5000
178
91
15 27 4& 51 65 77 107 \\ 135147
i B T B B A s
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80 16.00

8270-BG092519.M Mon Oct 21 02:12:16 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, [1-(2,4-cyclopenta... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.84 4.94 ng 160170 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. I1-(2.4-cvclopentadien-... 168 C13H12 002320-32-3 81
2 4-Methoxv-2-methvIl-1-(methvlthio... 168 C9H120S 022583-04-6 47
3 Ethanone. 1-(2.3.4-trihvdroxvphe... 168 C8H804 000528-21-2 46
4 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 46
5 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 46

Abundance Scan 2170 (15.841 min): BG043280.D (-2165) (-) m/z 168.10 100.00%

3

5000

15.60 15.80 16.00 16.20

190 206 204 245

o} m/z 153.10 80.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36911: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]-
%3 168
5000 LA B L L L L L
15.60 15.80 16.00 16.20
114 m/z 165.05 51.44%
101" 128141
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #37390: 4-Methoxy-2-methyl-1-(methylthio)benzene
168
153 15.60 15.80 16.00 16.20
5000 m/z 167.10 46.69%
109 138
oL 15 28 45 g3 77 91 "7 125 O
A S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #37244: Ethanone, 1-(2,3,4-trinydroxyphenyl)- R RS ma E s S
153 15.60 15.80 16.00 16.20
m/z 152.10 32.21%
5000 168
0 15 29 \\ . 85 7\9 93 107 125139 I l
A B R R s o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 60 15. 80 16. 00 16. 20

8270-BG092519.M Mon Oct 21 02:12:16 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1-Naphthalenecarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.05 9.51 ng 348082 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 64
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 43
3 Cinnamic acid. .alpha...beta.-di... 176 C11H1202 1000151-56-4 38
4 Benzoimidazol-1-vl-acetic acid 176 C9H8N202 1000317-79-2 38
5 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 004192-77-2 35
Abundance Scan 2206 (16.053 min): BG043280.D (-2199) (-) m/z 131.10 100.00%
131

5000

-

91

15.80 16.00 16.20 16.40
m/z 176.05  67.73%

39 51 63 77

o 191202 225

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-

-

5000
15.80 16.00 16.20 16.40

m/z 115.10 46.10%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42329: 3-Pentenoic acid, 4-phenyl-
131
R B BRI
15.80 16.00 16.20 16.40
5000 o1 176 m/z 158.10 34.44%
115
3 Stes 17108 | 158
o USSR TR YA MNP A FSN | Y | AERES A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42373: Cinnamic acid, .alpha.,.beta.-dimethyl-
176 15.80 16.00 16.20 16.40
m/z 129.10 28.41%
115
5000 91 130 158
27 39
10:
‘ ‘H H H f‘u\‘m L
Ol e e MLl s e Ml 0 A
m/z--> 20 40 100 120 140 160 180 200 220 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.31 29.62 ng 1084570 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2590 (18.309 min): BG043280.D (-2585) (-) m/z 73.10 100.00%

5000 129
o7 213
U5 | 143157171185 99 2271 2562 . 18,00 18.20 18.40 18.60

o ! m/z 43.10 91.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

129 L e

5000 T T T T
18.00 18.20 18.40 18.60

-
:

83
m/z 60.10 83.14%
213
J‘“ 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
3
T T T T
43 5 18.00 18.20 18.40 18.60
5000 - 129 m/z 55.10 81.41%
143157 214
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e E s o e
3 18.00 18.20 18.40 18.60
43 m/z 41.10 74.62%
5000
29
oL R —

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60

8270-BG092519.M Mon Oct 21 02:12:17 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.57 14.83 ng 622560 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2805 (19.572 min): BG043280.D (-2801) (-) m/z 73.10 100.00%
43 7
5000 A_dbﬁv,,dvﬂ_wf\uvﬁ,-wmww~wv
s a8 19.20 1940 19.60 19.80
ol 5 385 m/z 43.10 86.54%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 7
5000 129 USRI B SR
mmwmmmmm
97 185 a4 m/z 60.10 85.69%
oL15 457 | a8 |
m/z--> 50 100 1éo 260 2%0 360 3éo
Abundance #107549: n-Hexadecanoic acid
60
4 19.20 1940 19.60 19.80
5000 129 m/z 55.10 84 .66%
157 185 213 256
OIIIIJIJIHW:ﬂpalll e
m/z--> 50 150 200 250 300 350
Abundance #84452: Tetradecanoic acid E B
78 19.20 19.40 19.60 19.80
43 m/z 57.10 79.07%
5000 129
185
228
o ,15,\\, “.J-‘- W n “t N e - s T
m/z--> 50 150 200 250 300 350 mmwmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.32 9.05 ng 380100 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
Abundance Scan 3102 (21.317 min): BG043280.D (-3099) (-) m/z 57.10 100.00%
57
ﬁl 100 9120 2140 2160
139 167 196 : : : :
Ol d AN 4 52367 00 236263287 923 3%6 429 | “n/z 43.10 83.92%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #151537: 1-Docosene
57
5000 21.00 21.20 2140 21.60
308
29 m/z 55.10 72.16%
) Tl T =
m/z-> 0 50 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate
57
o7 21.00 21.20 2140 21.60
5000 m/z 71.10 51.28%
125
o ??‘ AJ}?3;81208 250278306 334 364392 437 488
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R R ma T S
57 21.00 21.20 21.40 21.60
m/z 41.10 48 .04%
83
5000
29 111
o J‘ | ‘ L L139 .168 196 227 258
m/z—-> 0 50 100 150 260 250 300 350 400 450 ' 21100 21.20 21.40 21.60

8270-BG092519.M Mon Oct 21 02:12:18 2019 Page: 16



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
BG043280.D

18 Oct 2019 18:06

Ju

K5406-01

3 Sample Multiplier: 1

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

15 Decane, 3,8-dimethyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

21.87 4.34 ng 182340 Chrysene-di12 21.68

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 3196 (21.870 min): BG043280.D (-3192) (-) m/z 57.10 100.00%
57
21,60 21.80 22,00 22.20
141 165 196 221 253 283 325 : : : :
ob—3 38 'm/z 43.10 74.82%
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57
85
5000 LA L L L L L L L
21. 60 21. 80 22. 00 22. 20
m/z 71.10 64 .40%
113 141
| ] 170
o-—r—tr—t—-———ty—rr T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5[7
R R REREEREEEE R
85 21.60 21.80 22.00 22.20
5000 m/z 85.10 53.16%
29 113
ol | | | ;\ L}t 169 107 225 253 296
—r .,... —
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl- L B R B i
5[7 21.60 21.80 22.00 22.20
m/z 55.10 28.58%
o 1 MW\W"‘\NA\;‘M/M
113 155
o A I O 12
e —— R REREEEEEE R
m/z--> 50 100 150 200 250 300 350 21. 60 21. 80 22. 00 22. 20

8270-BG092519.

M Mon Oct 21 02:12:19 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.47 8.81 ng 369987 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Eicosane 282 C20H42 000112-95-8 95
3 Hexadecane 226 C16H34 000544-76-3 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 3298 (22.469 min): BG043280.D (-3294) (-) m/z 57.10 100.00%
57
5000 85 mN”NAN_NWANwV/\Mw“v%maﬁw«vﬂ
113 155 163 207 | 22.20 22.40 22.60 22.80
ol ,I R 230203 262 23344 415 | h/z 71.10  63.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 BB AR AR
nmnmnmnm
113 m/z 43.10 62.12%
ol L [Nt (188 211 230 p67 310
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #129492: Eicosane
57
| 22.20 22.40 22.60 22.80
5000 m/z 85.10 43 .46%
85
29
o [ 1] ) 228 141 160 107 225 253 262
m/z--> 50 160 1%0 260 250 360 3éo 460
Abundance #83024: Hexadecane T TR T T
57 22.20 22.40 22.60 22.80
m/z 41.10 23.82%
N 1 ﬂVMNAHVNWW”“‘/\AVWMNVMWWAJWW
29
ol J || ;113 141 169 226
m/z--> % 1& ﬁo m 2m %o @ 4& 2nwuwmwme
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.16 11.26 ng 472832 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 3416 (23.162 min): BG043280.D (-3410) (-) m/z 57.10 100.00%

i

5000
% 22.80 23.00 23.20 23.40
141 183 551253 : : : :
ob LLLLL 248 188 221258 posso736az04 m/z 43.10 58.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 LA L L L L L B

22.80 23.00 23.20 23.40
m/z 71.10 56 .96%

141 183 225 281 337 394

0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117636: Nonadecane
57
e ABEaamEaaE e o
22.80 23.00 23.20 23.40
5000 m/z 85.10 45 _.83%
JQQ 141 e
gl |
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane S R RRERE S o aa o
57 22.80 23.00 23.20 23.40
m/z 55.10 24 _07%
5000
97
ol 26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617
A A e e e e e e T e T e R BAEEE EE s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.97 7.23 ng 517327 Perylene-di12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3553 (23.967 min): BG043280.D (-3546) (-) m/z 57.10 100.00%
57
5000
TR YRR
113
141 169 197 23.60 23.80 24.00 24.20
ol I 109197225 267 309 351 300 420 | o U711G  67.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
23.60 23.80 24.00 24.20
m/z 43.10 64.62%
113 324
oL Ll g ] T 100,197 239 267 995
m/z--> 55 160 150 200 250 360 3%0 460
Abundance #152416: Tridecane, 1-iodo-
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 52.35%
28
183
0.|..|}.J..J.|1.1?‘..1|5.5...|.... ....|3:!-O...|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57 23.60 23.80 24.00 24.20
m/z 55.10 26.53%
- I WM/\r“A/\‘A
. 2| ] | | (3191 160 107 205 253 205 303 367
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1,0 4(')0 23.I60 23.|80 24.'00 24.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

26.04 6.03 ng 431588 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3906 (26.041 min): BG043280.D (-3896) (-) m/z 57.10 100.00%

5000

=B

25.80 26.00 26.20 26.40
m/z 71.10 58.15%

155 182 211 239 269 295

o 341 369 401

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57
5000 85 TT T LA B LI TTT
25. 80 26. OO 26 20 26. 40
29 m/z 43.10 55.61%
o .|\ 113 141 169 197 225 253 281 309 338
e L e o e A N S e o o o o O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105898: Heptadecane, 8-methyl-
57
AR R SR RS
85 25.80 26.00 26.20 26.40
5000 m/z 85.05 44 _25%
6
154
oLt lidg ] [ amznas
L B o o A LA B e o o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane R T T T T
57 25.80 26.00 26.20 26.40
m/z 55.10 20.69%
29
oL ‘ (113 141 169 197 225 253 281 309 337 365 394
B o o B A e e o e B BLAL AL o o o o o N S NI
m/z--> 50 100 150 200 250 300 350 400 450 25. 80 26. 00 26 20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043280.D

Aca On : 18 Oct 2019 18:06

Operator :© JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Hexadecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
27.37 3.68 ng 263122 Perylene-di12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
Abundance Scan 4132 (27.369 min): BG043280.D (-4125) (-) m/z 57.15 100.00%
57
85
5000
155 183 209 239 281 27.00 27.20 27.40 27.60
I 3 45 "m/z 71.10 65.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94354: Hexadecane, 2-methyl-
57
5000 85 L DAL AL AR B
27.00 27.20 27.40 27.60
113 197 m/z 85.10 63.77%
0 LT M e | 225
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 27.00 27.20 27.40 27.60
5000 m/z 43.10 54 .05%
29 113
ol L)y |7 141 169 107 225 53 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #153227: Pentadecane, 8-heptyl- L e o o
57 27.00 27.20 27.40 27.60
m/z 55.10 24 .10%
210
5000 85
29 113 141
ol L ee 239 267 3}0
m/z--> % 100 ﬁo 200 250 300 350 400 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101819\
Data File : BG043280.D

Acq On : 18 Oct 2019 18:06

Operator : JU

Sample - K5406-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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]
1-Pentene, 2-methyl- 3.13 20.7 ng 302849 1 8.03 292279 20.0
Butane, 2-methoxy... 3.21 95.5 ng 1395170 1 8.03 292279 20.0
unknown? .57 7.57 92.8 ng 1356340 1 8.03 292279 20.0
Indane 8.41 4.2 ng 61762 1 8.03 292279 20.0
2,4-Dimethylstyrene 10.24 3.5 ng 72541 2 10.84 413643 20.0
Benzo[c]thiophene... 11.95 5.0 ng 103350 2 10.84 413643 20.0
Benzo[b]thiophene... 12.39 4.2 ng 86695 2 10.84 413643 20.0
4-1sopropylphenyl... 15.59 5.7 ng 183773 3 14.66 647993 20.0
Benzene, [1-(2,4-... 15.84 4.9 ng 160170 3 14.66 647993 20.0
1-Naphthalenecarb... 16.05 9.5 ng 348082 4 17.40 732289 20.0
n-Hexadecanoic acid 18.31 29.6 ng 1084570 4 17.40 732289 20.0
Octadecanoic acid 19.57 14.8 ng 622560 5 21.68 839601 20.0
1-Docosene 21.32 9.1 ng 380100 5 21.68 839601 20.0
Decane, 3,8-dimet... 21.87 4.3 ng 182340 5 21.68 839601 20.0
Docosane 22.47 8.8 ng 369987 5 21.68 839601 20.0
Octacosane 23.16 11.3 ng 472832 5 21.68 839601 20.0
Tricosane 23.97 7.2 ng 517327 6 24.89 1431020 20.0
Tetracosane 26.04 6.0 ng 431588 6 24.89 1431020 20.0
Hexadecane, 2-met... 27.37 3.7 ng 263122 6 24.89 1431020 20.0
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