LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38 Instrument :
Operator : JU BNA_G
Sample  : L1165-01 UGl
Misc i QVD-GW-01-45
ALS Vial : 10 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 5.035 325 331 343 rVB 106736 172018 3.08% 0.575%
2 5.511 405 412 424 rBV 569669 961290 17.23% 3.214%
3 6.011 491 497 505 rBV 79022 130828 2.34% 0.437%
4 7.097 675 682 697 rBV 389977 722995 12.96% 2.417%
5 7.468 737 745 757 rBV 1146767 2009875 36.02% 6.720%
6 7.932 816 824 831 rBV 267713 448308 8.03% 1.499%
7 8.255 870 879 887 rBVY 1058178 1840342 32.98% 6.154%
8 9.083 1010 1020 1031 rBV 830301 1542020 27.63% 5.156%
9 10.734 1292 1301 1315 rBV 380101 689872 12.36% 2.307%
10 13.190 1710 1719 1733 rBV 2454561 3875832 69.45% 12.960%

11 13.472 1761 1767 1775 rVB2 71405 116795 2.09% 0.391%
12 14.019 1854 1860 1871 rBV 135389 213793 3.83% 0.715%
13 14.565 1943 1953 1963 rBV 659595 1070177 19.18% 3.578%
14 16.058 2199 2207 2219 rBV 1981077 3192829 57.21% 10.676%

15 16.152 2219 2223 2236 rVB2 25293 64941 1.16% 0.217%
16 17.309 2413 2420 2431 rBV 824783 1282768 22.99% 4._.289%
17 19.072 2716 2720 2728 rBV2 46955 94548 1.69% 0.316%
18 19.389 2765 2774 2778 rBV3 35882 59675 1.07% 0.200%
19 19.924 2859 2865 2879 rBV 3986467 5580594 100.00% 18.660%
20 20.247 2912 2920 2924 rBV 48578 79747 1.43% 0.267%
21 20.740 3000 3004 3008 rVB 48439 57587 1.03% 0.193%

22 21.234 3082 3088 3101 rBV 240386 502377 9.00% 1.680%
23 21.557 3136 3143 3152 rBV 794702 1331808 23.86% 4._.453%
24 21.769 3174 3179 3185 rBV 131334 184955 3.31% 0.618%
25 22.362 3274 3280 3285 rBV 198237 318889 5.71% 1.066%

26 23.032 3388 3394 3404 rVB 233793 437436 7.84% 1.463%
27 23.813 3520 3527 3535 rBvV 226775 475664 8.52% 1.590%
28 24.665 3661 3672 3679 rBV 483640 1384474 24.81% 4.629%
29 24.730 3679 3683 3693 rVvB2 191773 463406 8.30% 1.549%
30 25.823 3860 3869 3880 rvB2 139728 395069 7.08% 1.321%

31 27.133 4083 4092 4102 rBV3 64155 206233 3.70% 0.690%

Sum of corrected areas: 29907145
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance :
Aindance TIC: BG044108.D
3000000
2000000
7.47 8.95
1000000 9.08
5.51
7.10 293 10.73
5.04 6.01
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 10.50 11.00 1150 1200 1250
Abundance
Mindance TIC: BG044108.D
1992
3000000
13.19
2000000 16.06
1000000 17.31 21.56
14.57
21.23 22.36
14.02 2177
| et | U - - N | AP L | N s LG N S N
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 :
Mindance TIC: BG044108.D
3000000
2000000
1000000
24.67
23.03 23.81
i .73 25.82 2713
O B o o o I B o o I s s s e B
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\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown5.04 Concentration Rank 3

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

5.04 7.67 ng 172018 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 40
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
4 Propane. l-ethoxv-2-methvyl- 102 C6H140 000627-02-1 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 332 (5.041 min): BG044108.D (-325) (-) m/z 43.10 100.00%
ile]
59
5000
101 UV I NS
4.80 5.00 5.20 5.40
83
e St SO T3 8 e | 757 5910 60 61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59
5000 101 Tk a0 550 550
o7 42 116 m/z 101.10 23.05%
“'l“"w'jm"“nu“'|“l*w"w??“|?ﬂ'l“"w"w"“l'“
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance
43
480 500 520 540
5000 59 m/z 58.05 16.40%
25 31 37 83 93 101
miz--> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.80 5.00 5.20 5.40
m/z 41.10 8.86%
5000 101
28 59
‘ 70 84
"'P%§W"”W'”“Nl'W?ﬂLI”"L“ZI'L'I”"P"W"”I'”
m/z--> 10 20 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-butoxy- Concentration Rank 8

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

6.01 5.84 ng 130828 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 50
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 33
4 Propanoic acid. 2-methvlpropvl e... 130 C7H1402 000540-42-1 12
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 10

Abundance Scan 497 (6.011 min): BG044108.D (-491) (-) m/z 57.10 100.00%
57
5000 45
87 e e
3 75 560 580 6.00 620 6.40
..,....,....,....',:':..?1..'!:,‘??.‘??-..'..,...|.,...1.(,’(.’...,....,.... m/z 45.10  40.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000
45 5.60 5.80 6.00 6.20 6.40
29 87 m/z 41.05 35.19%
18 “‘ 34‘ 51, 6369 " 100 118
s 1o B W 4o B 8 7o 80 % 100 16 1%
Abundance
57
560 5.80 6.0 6.20 6.40
5000 m/z 87.10 21.70%
41 69
87
75
15 2 47 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4467: 3,3-Dimethylbutane-2-ol S EEEmmmari e SRR
45 97 560 580 6.00 620 6.40
m/z 56.10 9.86%
5000
29 69 87
L m 51 ] ‘ ‘ 102
m/z--> 10 20 3'0 40 50 60 70 8 90 100 110 120 560 580 6.00 620 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.47 Concentration Rank 1

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

7.47 89.66 ng 2009880 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (7.468 min): BG044108.D (-737) (-) m/z 132.00 100.00%
5000 68
40 s % J 720 740 7.60 7.80
Jrer lagsus o "m/z 68.10 41.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R UL UL R IR
a1 97 7.20 7.40 7.60 7.80
53 117 m/z 134.00 33.83%
79
e |8|8|||1|O|6|||||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 720 7.40 7.60 7.80
5000 m/z 66.10 26 .56%
31 51 8
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.78%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. A SN2 R
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BG123019.M Tue Jan 21 13:30:24 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.18 ng 116795 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HONO2 000621-42-1 58
3 (-)-10-Camphorsulfonvl chloride 250 C10H15CI03S 039262-22-1 56
4 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 53
5 Acetaminophen 151 C8HONO2 000103-90-2 42
Abundance Scan 1767 (13.472 min): BG044108.D (-1761) (-) m/z 43.10 100.00%
a3
109
5000 151
8 AN T T T
69 5 BRI NN BN BN
123 13.20 13.40 13.60 13.80
...,....',| BBl w1208 | 160 w/z 109.10  73.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151 A
5000 LR BUULIN UL BN L
13120 13.40 13.60 13.80
69 g5 m/z 151.10 51.10%
152 sy LB e gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109
13.20 13, 4'0' 1360 13.80
5000 151 m/z 41.10 25.01%
43
80
14 27 65 94 | 122135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101700: (-)-10-Camphorsulfonyl chloride
109 13.20 13.40 13.60 13.80
m/z 85.10 15.71%
81 151
5000 123
...,.zf.a‘,“ 5*‘ “‘ Ak ..u.,..‘..,:..1?,7..1.,1.6.7..1.8.6.. A E—— U
m/z--> 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxalic acid, isobutyl hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.23 7.54 ng 502377 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81
Abundance Scan 3087 (21.228 min): BG044108.D (-3082) (-) m/z 57.10 100.00%
g7
83
5000
111
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
3 L 139 163 21.00 21.20 21.40 21.60
A A00182 207 244267 S4L m/z 43.10 85.22%
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 LRI BRI U B U
2100 21.20 21,40 2160
29 m/z 55.10 74 .65%
e H LT s 106 22 260
m/z--> 50 100 150 200 250 300 350
Abundance
57
21,00 21.20 21.40 21.60
5000 m/z 83.10 67.07%
29 83
11 139 169 224 252 297
m/z--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R e e e i ]
57 21.00 21.20 21.40 21.60
m/z 71.10 59.71%
83
5000
29 ’ 111
168 196
L t‘lw ‘.‘ \ \‘ | ‘| ‘hlﬁg ; ; |22|7| 258 —
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.77 2.78 ng 184955 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 3179 (21.769 min): BG044108.D (-3174) (-) m/z 57.10 100.00%

57
85
5000

113 21 40 21.60 21.80 22.00
3 141 169
S 1 bty a 20 102211 237 267 856 m/z 71.10 70.85Y%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
21.40 21.60 21.80 22.00
m/z 43.10 64 .86%

113
B e e s g e
m/z--> 50 100 150 200 250 300 350
Abundance
57

21. 40 21. 60 21. 80 22.00

85

5000 m/z 85.10 54.11%
29 113
141 169 197 225 253 296
e LA  EE BBs  y
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- B S e i e e
57 21.40 21.60 21.80 22.00

m/z 55.10 27 .19%

N 1 \ML/\
113
3 } | J 141 169 210 239 267 309 336 366

J

A | Y
|||||||| |||||||||||||||||||||| LI L L L L L L L L B B

m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22 .36 4.79 ng 318889 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3280 (22.362 min): BG044108.D (-3274) (-) m/z 57.10 100.00%

57
85
5000

13 2200 22.20 2240 22.60
I ﬂ i 41f1 (169 207 239 281 357

ok it 202813 m/z 71.10 71.78%

m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85

5000 T e T
22,00 22.20 22.40 22.60

29 m/z 43.10 63.34%

, ,,,,,
m/z--> 50 100 150 200 250 300 350
Abundance
57

22. 00 22 20 22. 40 22.60

85

5000 m/z 85.10 53.78%
29 113
141 169 197 225 253 29
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane ST T TR TS
57 22.00 22.20 22.40 22.60

m/z 55.10 23.06%

85
5000
113
i i I |‘ | M 169 197 225 p53 282

T
m/z--> 50 100 150 200 250 300 350 22. 00 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

C:\Database\NIST11.L
LSCINT.P

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG123019.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 9 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.03 6.57 ng 437436 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3394 (23.032 min): BG044108.D (-3388) (-) m/z 57.10 100.00%
57
5000 8
m 22.80 23.00 23.20 23.40
— .|, L 1] 109 107 225 253 281 355 m/z 71.10 72.38%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA UL UL SN UL
22.80 23.00 23.20 23.40
m/z 43.10 63.53%
? h L n‘ | M 169 197 225 253 282
m/z--> 50 100 1%0 260 250 300 350
Abundance
57
" 22.80 23.00 23.20 23,40
5000 85 m/z 85.10 51.90%
29 M3 141 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R e RRREE
57 22.80 23.00 23.20 23.40
m/z 55.10 24 .43%
85
29 113
Ly J | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40

8270-BG123019.M Tue Jan 21 13:30:29 2020
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Library Search Compound Report

8270-BG123019.M Tue Jan 21 13:30:30 2020

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG123019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
: C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Tetracosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.81 6.87 ng 475664 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 3526 (23.807 min): BG044108.D (-3520) (-) m/z 57.10 100.00%
57
85 \
5000
141 23 40 23. 60 23. 80 24 00 24. 20
" l| L~y 9197 239 281 309 356 | n/z 71.10  75.54%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane ﬂ
57
85
5000 AR LN
23 40 23. 60 23. 80 24 00 24. 20
m/z 43.10 65.64%
29 113
\‘ J ‘\ “\ h h‘ u‘ \‘ 1?1 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance
57
23140 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 54 _35%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #175558: Tetracosane T T T T T
57 23.40 23.60 23.80 24.00 24.20
m/z 55.10 22.79%
85
5000
113
3 || J | 141 169 197 225 253 281 309 338
m/z--> % 1& 150 2& 250 3& 3% ' 2mmmwwwmwuo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.73 6.69 ng 463406 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3683 (24.730 min): BG044108.D (-3679) (-) m/z 57.10 100.00%
57
5000
I AR E ma
141 169 207 24.40 24.60 24.80 25.00
— .|, . '] .l'. L0, 207 238 283 s22s1 m/z 71.10 74.74%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 A DAL R
mmmmmm%m
m/z 43.10 60.58%
29 13 44
\‘ Al h “\ ‘hw h‘ u‘ l \169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57
24.40 24.60 24.80 25.00
5000 85 m/z 85.10 53.73%
29 113 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 2%0 300 3%0
Abundance #185535: Heptadecane, 9-octyl-
57 24.40 24.60 24.80 25.00
m/z 55.10 22 .60%
5000 85 ﬂvﬁf\MMNN%ANJ/\EAMWW“VMNNVV
113
L M L7 109 107 %P 267 204 323 352 o] S
m/z--> 50 100 150 200 250 300 350 24 40 24. 60 24. 80 25 00

8270-BG123019.M Tue Jan 21 13:30:30 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.82 5.71 ng 395069 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3869 (25.823 min): BG044108.D (-3860) (-) m/z 57.10 100.00%
57
o T j/\LN,”M*_~*,_,
113 25.40 25.60 25.80 26.00 26,20
141 133 . . . . .
,I ATy, 193203225 253 205 357 m/z 71.10 76.65%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
25.40 25.60 25.80 26.00 26.20
m/z 43.10 62.41%
29 113
\‘ il ‘\ “ H u‘ 141 169 197 225 268
m/z--> 55 100 1éo 260 250 300 3%0 '
Abundance
57
o 25.40 25.60 25.80 26.00 26,20
5000 m/z 85.10 51.88%
29
13 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane PP R
57 25.40 25.60 25.80 26.00 26.20
m/z 55.10 22.08%
- | Mj\/‘”w
290 | | | U113 141 169 197 225 267 295 365 393
m/z--> % 1& 1% 2& 2% 3m 3% ' %m%m%m%m%m

8270-BG123019.M Tue Jan 21 13:30:31 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012020\

Data File : BG044108.D

Aca On - 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27.13 2.98 ng 206233 Perylene-di12 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 4092 (27.133 min): BG044108.D (-4083) (-) m/z 57.10 100.00%
g7
85
5000
SN BN BN B
127 185 183 207 26.80 27.00 27.20 27.40
Akl |t Lol 230265 3 4% hnzz 71.10  73.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 U AR SR AR
26,80 27.00 27.20 27.40
”3 m/z 85.10 57.18%
29| h | 14 160 197 225 _ 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
g5 26.80 27.00 27.20 27.40
5000 m/z 43.10 56.46%
i 113 141 169 197 295 253 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane AR EEE T T
57 26.80 27.00 27.20 27.40
m/z 55.10 23.53%
85
- W\/W\M\//\/\\N\/VW/\
29 113
e J 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 26,80 27.00 27.20 27.40

8270-BG123019.M Tue Jan 21 13:30:32 2020 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\

Data File : BG044108.D

Acq On : 20 Jan 2020 21:38

Operator : JU

a?ggle ; L1165-01 OVD-GW.01-45
ALS Vial : 10 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]
unknown5 .04 5.04 7.7 ng 172018 1 7.93 448308 20.0
Ethanol, 2-butoxy- 6.01 5.8 ng 130828 1 7.93 448308 20.0
unknown7 .47 7.47 89.7 ng 2009880 1 7.93 448308 20.0
2,4,7,9-Tetrameth... 13.47 2.2 ng 116795 3 14.57 1070180 20.0
Oxalic acid, isob... 21.23 7.5 ng 502377 5 21.56 1331810 20.0
Eicosane 21.77 2.8 ng 184955 5 21.56 1331810 20.0
Heptadecane 22.36 4.8 ng 318889 5 21.56 1331810 20.0
Heptadecane, 9-oc... 23.03 6.6 ng 437436 5 21.56 1331810 20.0
Tetracosane 23.81 6.9 ng 475664 6 24.67 1384470 20.0
Pentacosane 24.73 6.7 ng 463406 6 24.67 1384470 20.0
Nonadecane 25.82 5.7 ng 395069 6 24.67 1384470 20.0
2-methyloctacosane 27.13 3.0 ng 206233 6 24.67 1384470 20.0
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