LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 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-BG123019.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 3.137 3 8 34 rVB 1108491 2601129 1.29% 0.538%
2 5.828 457 466 476 rVB 1093167 2450919 1.21% 0.507%
3 8.148 832 861 881 rBV8 14932677 201961833 100.00% 41.747%
4 9.529 1055 1096 1099 rVvVv2 1647839 12492264 6.19% 2.582%
5 9.576 1099 1104 1113 rVB 2449806 3963325 1.96% 0.819%
6 12.067 1518 1528 1534 rBV 1790269 2797992 1.39% 0.578%
7 13.207 1709 1722 1729 rBV 2678891 5518018 2.73% 1.141%
8 16.509 2280 2284 2287 rVV 1606101 2125498 1.05% 0.439%
9 16.556 2287 2292 2296 rVV 3261193 4864349 2.41% 1.006%
10 16.603 2296 2300 2311 rVB 2007517 3091212 1.53% 0.639%

11 18.654 2642 2649 2654 rBV 3511358 4636623 2.30% 0.958%
12 19.153 2727 2734 2741 rVV4 1189453 3297452 1.63% 0.682%
13 19.429 2774 2781 2785 rBV 1897526 2608949 1.29% 0.539%
14 19.482 2785 2790 2796 rVvV2 2014788 3978427 1.97% 0.822%
15 19.564 2800 2804 2807 rVV2 1294858 2038908 1.01% 0.421%

16 19.606 2807 2811 2819 rVvV 1401539 2473948 1.22% 0.511%
17 19.747 2831 2835 2845 rVV 4219788 6122691 3.03% 1.266%
18 19.846 2846 2852 2860 rVV 13094670 21494949 10.64% 4._.443%
19 19.940 2861 2868 2873 rVV 3846394 5787917 2.87% 1.196%
20 20.005 2875 2879 2883 rVV 2591835 3416245 1.69% 0.706%

21 20.405 2940 2947 2951 rBV 15307956 23803993 11.79% 4.920%
22 20.546 2966 2971 2975 rBV 2195838 2519543 1.25% 0.521%
23 20.927 3028 3036 3041 rBV 13468667 22656029 11.22% 4.683%
24 21.069 3055 3060 3064 rBV 1750514 2303595 1.14% 0.476%
25 21.298 3089 3099 3111 rVB2 11493081 28792392 14.26% 5.952%

26 21.486 3122 3131 3141 rVV 9505629 24554468 12.16% 5.076%
27 22.361 3267 3280 3288 rVV3 2453609 9668565 4._.79% 1.999%
28 22.490 3288 3302 3312 rVB3 11068946 49620779 24.57% 10.257%
29 23.877 3530 3538 3545 rBV3 1338200 4306464 2.13% 0.890%
30 24.083 3556 3573 3574 rBV2 4457253 17824060 8.83% 3.684%

Sum of corrected areas: 483772536
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044040.D
8.15

1.4e+07
1.2e+07

1le+07
8000000
6000000

4000000

.58

9
2000000 9.53 12.07

.14 5.83

AN

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

O T T e e e e e e e et e e e e

Abundance TIC: BG044040.D
20140

1.4e+07 19.85 20.93

1e+07 2149
8000000
6000000

4000000

o

2000000| | # . ‘fiﬂ MJMWJ' 7 21,07 JA_AAﬂijm

1.2e+07 21.30 22.49

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: BG044040.D
1.4e+07
1.2e+07

1le+07
8000000
6000000 24
4000000

2000000 23,

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

R L e i e e e e BEABEEEAREARE
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Octane, 3-chloro- Concentration Rank 7

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

8.15 20.00 ng 201962000 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-chloro- 148 C8H17ClI 001117-79-9 64
2 1-Heptene 98 C7H14 000592-76-7 60
3 Cvclopentane. 1l-ethvl-3-methvl-.... 112 C8H16 002613-66-3 52
4 Cvclohexane. methvl- 98 C7H14 000108-87-2 50
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 41

Abundance Scan 861 (8.148 min): BG044040.D (-832) (-) m/z 57.15 100.00%

5000

-

7.80 8.00 8.20 8.40

0 m/z 41.10 78.21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #23135: Octane, 3-chloro-
41 70
83
5000 LA L L L L L L LB BB B
29 7.80 8.00 8.20 8.40
m/z 43.10 71.19%
| | o
Ot B B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3297: 1-Heptene
41 56
R R e o L S
29 7.80 8.00 8.20 8.40
5000 70 m/z 55.05 69.56%
98
83
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #6825: Cyclopentane, 1-ethyl-3-methyl-, cis-
55 83 7.80 8.00 8.20 8.40
a1 m/z 70.10 60.34%
5000
27 70
, s | N i
okl e Y AN Re—
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.80 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexanoic acid, 2-ethyl- Concentration Rank 1

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

9.53 63.04 ng 12492300 Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 91
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
4 L(-)-Fucose. tetramethvl ether 220 C10H2005 1000332-75-0 42
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 40

Abundance Scan 1096 (9.529 min): BG044040.D (-1055) (-) m/z 73.10 100.00%
7B
5000 /l]\
41
lh‘ | ot 920 9.40 9.60 9.80
ol ,n.!..,|.“.12:9.,....,20.8...,....,....,. m/z 88.10 84.51%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
7B
5000
41 9.20 9.40 9.60 9.80
101 m/z 41.10 35.85%
ol L] faze
0 RS UL LY LY UL B B
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl-
88
9.20 9.40 9.60 9.80
5000 m/z 57.10 34 .76%
41
6!
o..t.h,kk.l.,.... F$|||| S —
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester iR EEEEmE R s e e
43 88 9.20 9.40 9.60 9.80
m/z 87.05 23.70%
5000 ////////L\\
6!
0 ‘n w\”‘ | \;09 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350 920 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Plumbane, diethyldimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
958 20.00ng 3063330  Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Plumbane. diethvidimethvl- 206 C6H16Pb 001762-27-2 92
2 Cvclopentasiloxane. decamethvl- 370 C10H3005S15 000541-02-6 91

3 m-Hvdroxvmandelic acid. tris(tri... 384 C17H3204Si3 068595-69-7 38
4 Benzeneethanamine. N-butvl-_beta... 353 C18H35N02Si2 040629-66-1 38
5 Silanamine, 1,1,1-trimethyl-N-[2... 369 C17H35N02Si3 068595-60-8 37

Abundance Scan 1105 (9.582 min): BG044040.D (-1099) (-) m/z 73.10 100.00%
73
267
5000 355
920 940 960 9.80
45 133154 193 223 323 : - - :
Otk 208 S S e 24 L 203 ,l. — m/z 267.00  70.88%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141460: Plumbane, diethyldimethyl-
223 267
5000 [Trrr[rrrr[rrrrprrrrrm—
9.20 9.40 9.60 9.80
m/z 355.00 45_.72%
N 20, | 296
-
m/z--> 0 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethy!-
73
e
9.20 9.40 9.60 9.80
5000 355 m/z 268.00 19.50%
267
0 45 | 108133154 193 237 | 293 323 |
e T T T T e
m/z--> 0 50 100 150 200 250 300 350
Abundance #204189: m-Hydroxymandelic acid, tris(trimethylsilyl)- e
267 9.20 9.40 9.60 9.80
73 m/z 356.00 16.69%
5000
147
o 45 | 105 | 179 507 237 | p93 34! 369
—— T T e e
m/z--> 0 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 4 Cyclohexasiloxane, dodecame... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.07 14.12 ng 2797990 Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si6 000540-97-6 91

2 Benzene., 1.2.3-trisl(trimethvlsi... 342 C15H3003Si3 017864-23-2 22

3 Silane. trimethvl-IT(17.alpha.)-... 356 C23H360Si 056771-62-1 17

4 1.3.5.7.9-Pentaethvilcyclopentasi... 370 C10H3005Si5 017995-44-7 17
5 2H-1,4-Benzodiazepin-2-one, 7-ch... 342 C18H19CIN20Si 055299-24-6 17

Abundance Scan 1528 (12.067 min): BG044040.D (-1518) (-) m/z 73.10 100.00%
78
341
5000
N 99 T 00 1290 1240
45 l 7 251 205 | e e aee) S
0 SR Y U W P e e B .1,3.6.7.?9,7. A4 m/z 341.00 55.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #225656: Cyclohexasiloxane, dodecamethyl-
78
5000 LI L L L L L LB
241 429 11.80 12.00 12.20 12.40
147 m/z 147 .00 22 .29%
oL15 45 117 | 177 207 237 267 311, |l 369 399
e N LU
mz--> 50 100 150 200 250 300 350 400
Abundance #177976: Benzene, 1,2,3-tris[(trimethylsilyl)oxy]-
78 239
.
240 11.80 12.00 12.20 12.40
5000 m/z 325.00 21.13%
45 133 )
o 105 | 57179 211 267311
e e R e e S P e e
mz--> 50 100 150 200 250 300 350 400
Abundance #188300: Silane, trimethyl-[[(17.alpha.)-19-norpregn-4-en-... R e  EEEaan
341 11.80 12.00 12.20 12.40
m/z 342 .00 19.26%
5000
209
5 120 153 149 241 266
o} SN A I8 VA o O W iy A W T .
mz--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.51 13.75 ng 2125500 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 72
2 Ditetradecvl ether 410 C28H580 005412-98-6 64
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 59
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 53
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 52
Abundance Scan 2284 (16.509 min): BG044040.D (-2280) (-) m/z 57.10 100.00%

57
5000 Jj\}\
111 140 16.20 16,40 16.60 16.80

ol by bt T am 196 osrass gen m/z 41.10 16.40%

T
m/z--> 50 100 150 200 250 300 350
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57

5000
16.20 16.40 16.60 16.80
m/z 83.10 14.11%

29 140
ol Hlm i K %S
m/z--> 50 100 150 200 250 300 350
Abundance #215905: Ditetradecyl ether
5[7
83 16.20 16.40 16.60 16.80
5000 197 m/z 69.10 13.06%
111
29 141 168
AR R B0 i N
m/z--> 50 100 150 200 250 300 350
Abundance #161090: Sulfurous acid, butyl tridecy! ester L L B B
5[7 16.20 16.40 16.60 16.80
m/z 55.10 12.45%
5000
85
29
o ‘ I J‘ 113 139 183 217p35
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Dodecyl isobutyl carbonate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.56 31.47 ng 4864350 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 80
2 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 50
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 49
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 47
5 Octacosanol 410 C28H580 000557-61-9 47

Abundance Scan 2293 (16.562 min): BG044040.D (-2287) (-) m/z 57.10 100.00%

57
5000

41 83 L L L L B
1ﬂ]mmnw%m m 16.20 16,40 16.60 16.80

ek AL WY TDasTars 196218 55 oS 10 17, 20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethyloutyl)-
57

5000
16.20 16.40 16.60 16.80
m/z 83.10 16.26%

o

41 83
ol 18 i 111 11?0157 196213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #132956: Dodecyl isobuty| carbonate
57
16.20 16.40 16.60 16.80
5000 m/z 69.10 15.01%
41
83
oL 2 ‘ 1 H, 10 168
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57 16.20 16.40 16.60 16.80
97 m/z 55.10 13.50%
41
5000
125
oL15 Il 154 180196 224 257 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Trifluoroacetoxy hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.60 20.00 ng 3091210 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 90
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 50
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 50
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 50
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 47
Abundance Scan 2299 (16.597 min): BG044040.D (-2296) (-) m/z 57.10 100.00%
57
5000
o 1670 1640 1660 1680 17,00
ol 34 L nt MO amaoats sy m/z 41.10 16.56%
m/z--> 50 100 150 200 250 300 350
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
16.20 16.40 16.60 16.80 17.00
m/z 83.10 15.36%

29 140
— "him R S S—
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
16.20 16.40 16.60 16.80 17.00
5000 m/z 69.10 13.40%
29 125
o AT b L e 190 220 g2 s
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester B B e e o e
57 16.20 16.40 16.60 16.80 17.00
m/z 43.10 10.99%
5000
29 39
ol Il } 139 163182 2}0 237255 356
m/z--> 50 0 250 300 350 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.65 30.00 ng 4636620 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 84
2 1-Propvl 14-methvl-pentadecanoate 298 C19H3802 1000336-62-4 64
3 Isopropvl palmitate 298 C19H3802 000142-91-6 62
4 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 55
5 Isopropyl myristate 270 C17H3402 000110-27-0 46
Abundance Scan 2648 (18.648 min): BG044040.D (-2642) (-) m/z 43.10 100.00%
ile]
60
5000
RN DAL SO SN SR
18.40 18.60 18.80 19.00
Obrrrprrrrfhrs 283298 m/z 60.05 61.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43
5000
18.40 18.60 18.80 19.00
2 m/z 57.10 53.57%
o{ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143170: i-Propyl 14-methyl-pentadecanoate
102 256
I

18.40 18.60 18.80 19.00
m/z 41.10 49.28%

5000

-

0 298
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143138: Isopropyl palmitate e .
43 60 18.40 18.60 18.80 19.00
102 m/z 102.05 45 _.44%
5000
2
Obrrrrer e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00

8270-BG123019.M Wed Jan 15 17:13:38 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknownl19.15 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.15 21.33 ng 3297450 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Diethvl hexane 142 C10H22 019398-77-7 43
2 Dodecanoic acid. isooctvl ester 312 C20H4002 084713-06-4 38
3 2-Octene 112 C8H16 000111-67-1 38
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 35
5 Hexane, 1-(hexyloxy)-4-methyl- 200 C13H280 074421-20-8 30

Abundance Scan 2733 (19.147 min): BG044040.D (-2727) (-) m/z 57.10 100.00%

5000
201 35 18:80 19.00 19.20 19.40
241 263 294 : . S :
0 m/z 70.10 76.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19175: 3,4-Diethyl hexane
43 70
5000 LA L L L L L L L LB B
18.80 19.00 19.20 19.40
113 m/z 43.10 72.91%
2
0 u 86 I| 142
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTTT IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154938: Dodecanoic acid, isoocty! ester
43 112 183
T T
18.80 19.00 19.20 19.40
5000 m/z 71.10 66.55%
2
0 ‘ Ll 240255 281 311
ARNRRERE Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6628: 2-Octene R R RREEEEa
55 18.80 19.00 19.20 19.40
m/z 55.10 58.95%
5000
29 112
83
(o T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 80 19. 00 19.20 19.40

8270-BG123019.M Wed Jan 15 17:13:39 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Butyl benzoate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.43 16.88 ng 2608950 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl benzoate 178 C11H1402 000136-60-7 53
2 Benzoic acid. 2.4-dimethvlpent-3... 220 C14H2002 1000368-26-3 53
3 Benzoic acid 2-methvlpentvl ester 206 C13H1802 059736-57-1 50
4 Benzoic acid. 1-methvlpropvl ester 178 C11H1402 003306-36-3 47
5 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 47
Abundance Scan 2781 (19.429 min): BG044040.D (-2774) (-) m/z 105.00 100.00%
105
5000 56 77 123
2 | | 141 168 192 209 252 283 19.20 19.40 19.60 19.80
ol— .*,'.-.--.‘l.l, pa gl | 192 222 252 283 855 m/z 56.10 37.93%
m/z--> 50 100 150 200 250 300 350
Abundance #43733: Butyl benzoate
105
123
5000 77
56 19.20 19.40 19.60 19.80
m/z 77.05 35.32%
ol 2 jJ | | 149 178
m/z--> 50 100 150 200 250 300 350
Abundance #77374: Benzoic acid, 2,4-dimethylpent-3-yl ester
105
19.20 19.40 19.60 19.80
5000 m/z 123.00 34 .65%
123
77
m/z--> 50 100 150 200 250 300 350
Abundance #65937: Benzoic acid 2-methylpenty! ester e R
105 19.20 19.40 19.60 19.80
m/z 57.10 20.83%
5000 84
%6 123
ok ??.,. T St -
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80

8270-BG123019.M Wed Jan 15 17:13:39 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5-Octadecene, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.75 4.99 ng 6122690 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
4 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
Abundance Scan 2836 (19.752 min): BG044040.D (-2831) (-) m/z 57.10 100.00%
57
5000 85
111 ~ U VI N L W
3 139 19.40 19.60 19.80 20.00
o L Ay o108 196 224 252 280298318 341358 | ;57 4310  64.77%
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 AR AR RN
19.40 19.60 19.80 20.00
29 111 m/z 71.10 63.96%
ol il J 1139 168 195 224 252
m/z--> 50 100 150 200 2%0 300 350
Abundance #119525: 1-Decanol, 2-octyl-
57
19.40 19.60 19.80 20.00
5000 83 m/z 55.10 50.74%
29 ‘ 111 139
0 r L’Iw \I I‘ r ‘u‘ I‘ 'Jll J‘ ||l| | 168 196 224 252| — —— | r
m/z--> 50 100 150 200 250 300 350
Abundance #119526: 1-Dodecanol, 2-hexyl- T T
57 19.40 19.60 19.80 20.00
m/z 85.10 49_.10%
5000 85
111
29
ol dd 4l J}‘ LT3 167 196 224 252260
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00

8270-BG123019.M Wed Jan 15 17:13:40 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Benzoic acid, pentadecyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.85 17.51 ng 21494900 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 87
2 Benzoic acid. hexvl ester 206 C13H1802 006789-88-4 72
3 Benzoic acid. pentvl ester 192 C12H1602 002049-96-9 64
4 Benzoic acid. 10-chlorodecvl ester 296 C17H25CI102 1000368-75-3 64
5 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 49
Abundance Scan 2853 (19.852 min): BG044040.D (-2846) (-) m/z 123.10 100.00%
105123 T
77
5000
55
140 168 19.60 19.80 20.00 20.20
o3 J."-. I', VL7 1185 218 241 267284 3411 n57105.05  93.81%
m/z--> 50 100 150 200 250 300
Abundance #171090: Benzoic acid, pentadecy! ester
123
105
5000
19.60 19.80 20.00 20.20
43 7 m/z 77.10 56.41%
o 26 |0 ) L, | 140 163182 210 332
m/z--> 50 100 150 200 250 300
Abundance #65905: Benzoic acid, hexyl ester
105123
19.60 19.80 20.00 20.20
5000 L& m/z 55.10 33.90%
56
oL, ,2,9”'1{, L.J, 1 ,\, _aes 206
m/z--> 50 100 150 200 250 300
Abundance #54399: Benzoic acid, pentyl ester A B e BRAR
105123 19.60 19.80 20.00 20.20
m/z 43.10 31.93%
5000 77
42
0 dl!""t T |""' T ¥6% '1?2 UL UL B R BRI UL BN SR
m/z--> 50 100 150 200 250 300 19.60 19.80 20.00 20.20

8270-BG123019.M Wed Jan 15 17:13:41 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Benzoic acid, 10-chlorodecy... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.93 18.45 ng 22656000 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. hexvl ester 206 C13H1802 006789-88-4 64
2 Benzoic acid. 10-chlorodecvl ester 296 C17H25CI02 1000368-75-3 64
3 Benzoic acid. undecvl ester 276 C18H2802 006316-30-9 62
4 Benzoic acid. 8-chlorooctvl ester 268 C15H21CIl02 1000367-93-0 59
5 Benzoic acid, pentyl ester 192 C12H1602 002049-96-9 59

Abundance Scan 3036 (20.927 min): BG044040.D (-3028) (-) m/z 123.05 100.00%
123
77 f
5000 55
3 20.60 20.80 21.00 21.20
168 196.
0 .51, L0 34758 17217 246 273295318 356 429 | 177 105.05  89.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #65905: Benzoic acid, hexyl ester
123
5000 i
20.60 20.80 21.00 21.20
5 m/z 77.10 51.93%
0 %9njf L] 98 163 206
m/z--> 50 100 150 200 250 300 350 400
Abundance #141039: Benzoic acid, 10-chlorodecy! ester
123
20.60 20.80 21.00 21.20
5000 77 m/z 55.10 37.56%
55
o2 Lk g} 146 174 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #124497: Benzoic acid, undecyl ester O e e e AR
123 20.60 20.80 21.00 21.20
m/z 43.10 35.75%
5000
77
55 154
0--2-9-“”‘-'!-]-%|-L-‘L--|{-:!-7-8-|----|-2-7-6-|----|----|---- B B e B B e
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BG123019.M Wed Jan 15 17:13:41 2020

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 15 Benzene, 1l-nitro-2-(octyloxy)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.30 23.45 ng 28792400 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-nitro-2-(octvloxv)- 251 C14H21NO3 037682-29-4 58
2 trans-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-70-6 49
3 1-Fluorononane 146 COH19F 000463-18-3 49
4 Cvclopropane. octvl- 154 C11H22 001472-09-9 43
5 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 38

Abundance Scan 3099 (21.298 min): BG044040.D (-3089) (-) m/z 57.10 100.00%
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
157 185 213 21.00 21.20 21.40 21.60
N — 35 271295 325 350 n/z 70.10 75 _90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #103053: Benzene, 1-nitro-2-(octyloxy)-
48
5000 71
21.00 21.20 21.40 21.60
d 112 139 m/z 71.10 74.49%
oL ,x.-u.Jl.-.,u.l.l.l,.172:.'1-‘97...2?1....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #6812: trans-1-Butyl-2-methylcyclopropane
55
21.00 21.20 21.40 21.60
5000 m/z 43.10 68.84Y%
83 112
0""I"""‘I""I"''I""I""I""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #22247: 1-Fluorononane e e e e AR
43 21.00 21.20 21.40 21.60
m/z 112.10 55.01%
5000 0 /\
97
015J A ‘.J‘.} 126
m/z--> 55 160 1éo 260 250 360 3%0 460 2f00 21.20 21.40 21.60

8270-BG123019.M Wed Jan 15 17:13:42 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Benzoic acid, hexyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.49 20.00 ng 24554500 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 76
2 Benzoic acid. hexvl ester 206 C13H1802 006789-88-4 59
3 Benzoic acid. heptvl ester 220 C14H2002 007155-12-6 58
4 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 53
5 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 49
Abundance Scan 3132 (21.492 min): BG044040.D (-3122) (-) m/z 123.10 100.00%
123
5000 77
43 t
210 21.20 21.40 21.60 21.80
- “ fj. “51, L)L 154182 27232 274 303 332 369 430 “7,°105.05 77.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171090: Benzoic acid, pentadecy! ester
123
5000
21.20 21.40 21.60 21.80
a3 7 m/z 77.10 38.63%
doliahi ) sz e
m/z--> 50 100 150 200 250 300 350 400
Abundance #65902: Benzoic acid, hexyl ester
105
2120 21.40 21.60 21.80
5000 77 m/z 43.10 30.00%
56
ol 241l 1l 135 163 206
m/z--> 50 100 150 200 250 300 350 400
Abundance #77314: Benzoic acid, heptyl ester =TT e T
123 21.20 21.40 21.60 21.80
m/z 55.10 29.51%
5000 77
56 | g
Olzﬂlg‘lhﬂtljllil|\||||||1|6?||||22|0|| ||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80

8270-BG123019.M Wed Jan 15 17:13:43 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 9-Octadecenoic acid, (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

22 .36 7.88 ng 9668570 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 64
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 48
3 Oxalic acid. 2-ethvlhexvl pentad... 412 C25H4804 1000309-39-8 47
4 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 46
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 43

Abundance Scan 3280 (22.361 min): BG044040.D (-3267) (-) m/z 57.10 100.00%

57

-

5000
265 22.00 22.20 22.40 22.60
137 165 193 222 . . . .
/I 244 || 201315337 365 m/z 71.10  83.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129353: 9-Octadecenoic acid, (E)-
556
83
5000 LA L L I L L LB L

I I I
22.00 22.20 22.40 22.60
e 64 m/z 55.10  66.18%
137 165 193 222

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129357: trans-13-Octadecenoic acid
55
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—rr
22.00 22.20 22.40 22.60
5000 m/z 69.10 48.20%

83

111

L2 137 165 193 222 264
m/z--> 50 100 150 200 250 300 350 400
Abundance #216544: Oxalic acid, 2-ethylhexyl pentadecy! ester R e ABAEER RS s e
57 22.00 22.20 22.40 22.60
m/z 43.10 44 _07%
5000 112
83 255
29 157
0 b ) . | 182 210
TrriJjriri T rrrrrr [ rrrrprrrrpr T _'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_r
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60

8270-BG123019.M Wed Jan 15 17:13:43 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown22.49 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.49 40.42 ng 49620800 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 38
2 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 38
3 Trichloroacetic acid. 2-methvlbu... 232 C7H11CI1302 1000330-88-8 38
4 2-Nonenal. (E)- 140 C9H160 018829-56-6 35
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 35
Abundance Scan 3302 (22.490 min): BG044040.D (-3288) (-) m/z 57.10 100.00%

57
112
5000

157 185 241 2220 22140 2260 2280
o 35 213 339 367 396 429 7z 71.10 81 21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #51680: Dodecane, 1-fluoro-
5|7

5000 L I B N B
22. 20 22. 40 22 60 22. 80

85 m/z 70.10 80.90%
ol il fi 11 140 188
—— T e B m o e w
m/z--> 50 100 150 200 250 300 350 400
Abundance #97350: Carbonic acid, neopentyl 2-ethylhexyl ester
7
22.20 22. 40 22 60 22.80
so00] 43 m/z 43.10 71.04%
112
0...,LJ.W,.M..,..?§%.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance #87866: Trichloroacetic acid, 2-methylbutyl ester
57 22 20 22.40 22.60 22.80
m/z 112.10 66.88%
5000
29 117
82 ‘
Ll oo, AL
m/z--> 50 100 150 200 250 300 350 400 22. 20 22. 40 22 60 22. 80

8270-BG123019.M Wed Jan 15 17:13:44 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown23.88 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
23.88 4.83 ng 4306460 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 5-ethvl-2.2.3-trimethvl- 170 C12H26 062199-06-8 46
2 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 35
3 Octane. 3-ethvl- 142 C10H22 005881-17-4 35
4 (S)-2.6-Dioxohexahvdro-4-pvrimid... 158 C5H6N204 005988-19-2 22
5 Ethosuximide 141 C7H11NO2 000077-67-8 22
Abundance Scan 3539 (23.883 min): BG044040.D (-3530) (-) m/z 43.10 100.00%
43 113
71
5000
HERL TR PN UL B
23.60 23.80 24.00 24.20
340
W | 307 36 40 m/z 113.10 89.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #38361: Heptane, 5-ethyl-2,2,3-trimethyl-
57
5000 RIS PSR BN UL B
23.60 23.80 24.00 24.20
29} 112 m/z 57.10 85.29%
0.‘..r.lﬁ.,Jh. }F?"'I""I"" rrrrr T
m/z--> 50 100 150 200 250 300 350 400
Abundance #38343: Decane, 3,6-dimethyl-
57
23.60 23.80 24.00 24.20
5000 a5 m/z 71.10 70.82%
29 113
L Lm0
m/z--> 50 100 150 200 250 300 350 400
Abundance #19160: Octane, 3-ethyl-
43 23.60 23.80 24.00 24.20
71 m/z 112.10 59.57%
5000
‘ 112
0 N'LI'”“'I'M'}?%"" [rrrrfrrr Tt U PR BN UL B
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044040.D

Aca On : 14 Jan 2020 17:28

Operator :© JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Oxiraneoctanoic acid, 3-oct... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.08 20.00 ng 17824100 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 86
2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 47
3 Methoxvacetic acid. 2-ethvlhexvl... 202 C11H2203 1000282-41-4 35
4 Propanoic acid. 3-mercapto-. 2-e... 218 C11H2202S 050448-95-8 35
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 30
Abundance Scan 3573 (24.083 min): BG044040.D (-3556) (-) m/z 197.10 100.00%
o7 197
- ) //Wv\
3 e 3550 24100 54120 2440
o | 222245, ,298 327 356 383 | 7""57.10  99.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
112 197
5000 UL IR BN UL B
83 23.80 24.00 24.20 24.40
m/z 55.10 93.67%
. 2] 143 167 20247 283 327 3gp
m/z--> 55 100 150 200 250 300 350 400
Abundance #216657: 12-Hydroxy-octadecanoic acid, octyl ester
55 197
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—r
23.80 24.00 24.20 24.40
5000 o7 m/z 71.10 85.93%
29
o 129 157,44 20 24 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #62461: Methoxyacetic acid, 2-ethylhexyl ester
57 23.80 24.00 24.20 24.40
m/z 43.10 54 _37%
5000
112
29‘ 83
0 \‘ ! M L i | L 157
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 351,0 4(')0 23.|80 24.'00 24.'20 24.'40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011420\
Data File : BG044040.D

Acq On : 14 Jan 2020 17:28

Operator : JU

Sample : L1102-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
Octane, 3-chloro- 8.15 20.0 ng 201962000 1 7.95 201962000 20.0
Hexanoic acid, 2-... 9.53 63.0 ng 12492300 2 10.76 3963330 20.0
Plumbane, diethyl. .. 9.58 20.0 ng 3963330 2 10.76 3963330 20.0
Cyclohexasiloxane... 12.07 14.1 ng 2797990 2 10.76 3963330 20.0
1-Octanol, 5,7,7-... 16.51 13.8 ng 2125500 4 17.32 3091210 20.0
Dodecyl isobutyl ... 16.56 31.5 ng 4864350 4 17.32 3091210 20.0
Trifluoroacetoxy ... 16.60 20.0 ng 3091210 4 17.32 3091210 20.0
n-Hexadecanoic acid 18.65 30.0 ng 4636620 4 17.32 3091210 20.0
unknown19.15 19.15 21.3 ng 3297450 4 17.32 3091210 20.0
Butyl benzoate 19.43 16.9 ng 2608950 4 17.32 3091210 20.0
5-Octadecene, (E)- 19.75 5.0 ng 6122690 5 21.59 24554500 20.0
Benzoic acid, pen... 19.85 17.5 ng 21494900 5 21.59 24554500 20.0
Benzoic acid, 10-... 20.93 18.4 ng 22656000 5 21.59 24554500 20.0
Benzene, l-nitro-... 21.30 23.4 ng 28792400 5 21.59 24554500 20.0
Benzoic acid, hex... 21.49 20.0 ng 24554500 5 21.59 24554500 20.0
9-Octadecenoic ac... 22.36 7.9 ng 9668570 5 21.59 24554500 20.0
unknown22 .49 22.49 40.4 ng 49620800 5 21.59 24554500 20.0
unknown23.88 23.88 4.8 ng 4306460 6 24.81 17824100 20.0
Oxiraneoctanoic a... 24.08 20.0 ng 17824100 6 24.81 17824100 20.0
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