LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 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-BG013020.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 5.227 359 364 373 rVB 71870 122928 2.18% 0.331%
2 5.491 402 409 429 rBV 951875 1554173 27.54% 4._.190%
3 7.084 669 680 699 rBV 645650 1149375 20.37% 3.098%
4 7.912 815 821 829 rBV 283948 493880 8.75% 1.331%
5 8.235 869 876 887 rBVY 1009385 1804507 31.98% 4.864%
6 9.069 1009 1018 1030 rBV 829890 1518793 26.92% 4.094%
7 10.715 1290 1298 1306 rBV 398340 726681 12.88% 1.959%
8 13.176 1709 1717 1730 rBVY 2333335 3669399 65.03% 9.892%
9 14.005 1852 1858 1869 rVB 200737 294968 5.23% 0.795%
10 14.551 1944 1951 1958 rBvV 712946 1138035 20.17% 3.068%

11 16.044 2197 2205 2214 rBV 1981433 3148542 55.80% 8.488%
12 16.713 2314 2319 2327 rBV2 73986 123893 2.20% 0.334%
13 17.295 2410 2418 2425 rBV 868327 1385773 24.56% 3.736%
14 17.483 2445 2450 2457 rBV2 49960 89868 1.59% 0.242%
15 18.077 2546 2551 2562 rBV2 107155 231704 4.11% 0.625%

16 18.212 2568 2574 2582 rBV 668885 1122346 19.89%% 3.026%
17 19.352 2765 2768 2775 rVB4 59223 98321 1.74% 0.265%
18 19.481 2785 2790 2800 rBV 194859 350697 6.22% 0.945%
19 19.728 2829 2832 2842 rVB2 67214 114195 2.02% 0.308%
20 19.916 2858 2864 2875 rBV 4149414 5642750 100.00% 15.211%

21 20.721 2996 3001 3005 rBVZ2 83389 131087 2.32% 0.353%
22 21.214 3080 3085 3100 rBV 807782 1347727 23.88% 3.633%
23 21.543 3135 3141 3148 rBV2 883643 1403652 24.88% 3.784%
24 21.755 3172 3177 3182 rBV 240317 343229 6.08% 0.925%
25 22.342 3271 3277 3294 rBV 374862 675597 11.97% 1.821%

26 23.012 3385 3391 3398 rVB 465768 840878 14.90% 2.267%
27 23.194 3414 3422 3436 rVB 1439086 2756266 48.85% 7.430%
28 23.788 3515 3523 3531 rBV 466852 989154 17.53% 2.666%
29 24.645 3659 3669 3674 rBV2 537784 1532117 27.15% 4_.130%
30 24.698 3674 3678 3690 rVB 418644 980116 17.37% 2.642%

31 25.785 3853 3863 3875 rBV 291442 849443 15.05% 2.290%

32 25.897 3877 3882 3883 rBv4 42887 66392 1.18% 0.179%
33 27.084 4075 4084 4093 rBV3 127932 399537 7.08% 1.077%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 37096023
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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: BG044316.D
4000000

3000000

2000000

8.24
1000000 5.49 9.07

7.08

791 10.71

5.23
R L e o L e N L T T T o ST

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044316.D

4000000

19,92

3000000

13.18

2000000 16.04

1000000 17.30 21.221.54
14.55

14.00 16.71 748 18.
O e e e o L L I B o e B e o T o L e e e i LA B S B o B L SR,

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: BG044316.D

4000000

3000000

2000000
23.19

1000000

23.0 23.79 24,65,

25.79

75.90 27.08

S T T T T T T e T T e e e e e e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25 50 26 00 26. 50 217. 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\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Hexadecenoic acid, Z-11- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.08 3.34 ng 231704 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 91
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 87
3 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 87
4 7Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 86
5 Palmitoleic acid 254 C16H3002 000373-49-9 70
Abundance Scan 2552 (18.082 min): BG044316.D (-2546) (-) m/z 55.10 100.00%
41

5000

-

110123 TTT | TTTT | TTTT | TTTT I TTr T
138
151 167 181194557020 230 17.80 18.00 18.20 18.40

m/z 41.10 89.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105682: Hexadecenoic acid, Z-11-

%

17.80 18.00 18.20 18.40
o7 m/z 69.10 79.27%

111
124138152165179192 236 o54

5000

o 218
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
- A Raamm T
M 17.80 18.00 18.20 18.40
5000 8 m/z 43.10 70.60%
111124
oL 2 137152165 179 194207 221 2>° 254
T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #93925: Oxacyclotetradecane-2,11-dione, 13-methyl- SR T T
1 55 17.80 18.00 18.20 18.40
m/z 83.10 66.57%
69
5000
2
mwww.“%MW%%f%@w. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.21 16.20 ng 1122350 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2574 (18.212 min): BG044316.D (-2568) (-) m/z 73.05 100.00%
43 60 3
5000 129
97 213
U5 1 43157171185 o 227 4, 296 17.80 18.00 18.20 18.40 18.60
ol A m/z 43.10 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 DA DR
17. 80 18. oo 18. 20 18 40 18. 60
m/ 60.10 79 .35Y%
#ﬂ 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.80 18.00 18.20 18.40 18.60
5000 129 m/z 57.10 65.41%
29 87
115 | 143 199 242
101 185
s 157171 213226
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 240 2éo
Abundance #72646: Tridecanoic acid L L B
43 60 78 17.80 18.00 18.20 18.40 18.60
m/z 55.10 64 .75%
5000 - e
“ T7 1115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. oo 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.48 5.00 ng 350697 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Nonadecane 268 C19H40 000629-92-5 56
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 42

Abundance Scan 2790 (19.481 min): BG044316.D (-2785) (-) m/z 73.05 100.00%

43 78

5000 129

-

19.20 19.40 19.60 19.80

Obrrrprrrr m/z 43.10 86.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4
5000 LI I I B B

19!20 19.I4O 19.I60 19.I80
m/z 57.10 73.75%

185

241 284

14357171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 AMJ\\JL\A
Abundance
43 73
> R SR SUGS UL B
19.20 19.40 19.60 19.80
5000 129 m/z 55.10 71.99%
o7 87 115 143157171185199 242
o 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid A BRREEEEE LS
73 19.20 19.40 19.60 19.80
43 m/z 60.10 70.60%
5
5000 129
7 185 228
%T | m 15 | 143157171 | 199
0 \‘\ ”“|‘2H|”|||‘JH‘||‘M= - \””w |‘i“|| L — T T T
UARAURRRIS SRR B T

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 1-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.21 19.20 ng 1347730 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 3084 (21.208 min): BG044316.D (-3080) (-) m/z 57.10 100.00%
57 83

:

41
5000
139 20.80 21.00 21.20 21.40 21.60
168 196
Olrprreethd 224 250 280 m/z 43.10 90.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104184: 1-Octadecene
57
83

5000 | BNNLIL I BN L L L B
29 20.80 21.00 21.20 21.40 21.60
m/z 83.10 89.39%
ol 1L | 139 168 196 224 252
REaTaay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R E e N N EEAEE R
20.80 21.00 21.20 21.40 21.60
5000 111 m/z 55.10 89.08%
29

139 188 191210 238 265 295

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate T T
20.80 21.00 21.20 21.40 21.60
m/z 97.10 79.77%
5000
o 139 169105 210 238 pg583

T I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.75 4.89 ng 343229 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3176 (21.749 min): BG044316.D (-3172) (-) m/z 57.10 100.00%
57
1 \—/\\__/\\_4\
5000
113 2140 21.60 21.80 22.00
141 . . . :
ol LI 4 260 107 224 253 28aso9 3w 1 TG 66,270
m/z--> 50 1 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 N AR AR AR R
21. 40 21 60 21. 80 22.00
m/z 43.10 58.37%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance
57
2140 21.60 21.80 22.00
5000 g5 m/z 85.10 52.27%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- e e
43 21.40 21.60 21.80 22.00
- m/z 55.10 24 .72%
- \\AW/\\WV‘.
o | ‘ 1 (127 155 183 225 253 25 a7
m/z--> 1m 1% 2m 2% 3m 3% ' mmmmmmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.34 9.63 ng 675597 Chrysene-di12 21.54
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 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3277 (22.342 min): BG044316.D (-3271) (-) m/z 57.10 100.00%
57
85
5000
NDSUUNESA DR R
141 169 22.00 22.20 22.40 22.60
ol -l| Ll 197 225 253 295 342 m/z 71.10 72.06%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AU AR AR
22,00 22.20 22.40 22.60
m/z 43.10 62.41%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 56.00%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #175558: Tetracosane R ABRRREEREw
57 22.00 22.20 22.40 22.60
m/z 55.10 23.36%
85
5000
113
oL 33 ||| [ T 169 197 225 253 281 309 3%
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\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.01 11.98 ng 840878 Chrysene-di12 21.54
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 Eicosane 282 C20H42 000112-95-8 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3391 (23.012 min): BG044316.D (-3385) (-) m/z 57.10 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
113 22.60 22.80 23.00 23.20 23.40
141 169
ol ..,.H-.l' 2 197 225 252 281 323 351 m/z 71.10 73.61%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 BERUABUSASUREU
22 60 22. 80 23. oo 23 20 23. 40
m/z 43.10 63.00%
ol LU L 00 60 197 225 2t
m/z--> 55 160 1éo 260 250 300 3%0 '
Abundance
57
o 22:60 22,80 23.00 23.20 23.40
5000 m/z 85.10 58.93%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane REEEREE e e
57 22.60 22.80 23.00 23.20 23.40
m/z 55.10 24 .16%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> % 1& 1% 2& 2% 3& 3% ' nmnmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.19 35.98 ng 2756270 Perylene-d12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 50
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 47
Abundance Scan 3421 (23.188 min): BG044316.D (-3414) (-) m/z 69.10 100.00%
69
5000
41 o
137 22.80 23.00 23.20 23.40 23.60
ol I a gl 417 | 161181203 231 273200 341367 410 | sy g1.10  51.420%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 UM L AR
22.80 23.00 23.20 23.40 23.60
41 m/z 41.10 23.35%
ol | s .| 6.”.7.‘. (163 191 217 245 273 209 311367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22.80 23.00 23.20 23.40 23.60
s000] 4L m/z 95.10 13.75%
9 137
ol b b L 57 ) J€1 191247 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R RN A o

69 22. 80 23. OO 23 20 23 40 23. 60
m/z 68.10 11.73%

5000
41
136
obbid iy “‘M 161 189209 236 263 287 332

m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40 23.60

8270-BG013020-M Thu Feb 06 16:54:37 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.79 12.91 ng 989154 Perylene-d12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 3523 (23.788 min): BG044316.D (-3515) (-) m/z 57.10 100.00%

g7
85
5000

23. 40 23 60 23. 80 24 00 24. 20

o3 ,I. ll ! 11‘.}1, 109197217239 267 295 323341 | “psz 71.10  75.96%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 AU AL

23. 40 23 60 23. 80 24 00 24. 20
m/z 43.10 61.96%

FEN 13 141 169 197 240
0..'.%,...M',:.M e LA B o e e e I S B B
m/z--> 50 100 150 200 250 300 350
Abundance

57

23. 40 23 60 23. 80 24 00 24.20

5000 85 m/z 85.05 55.47%
0 29 113 141 169 197 226
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane PP T
57 23.40 23.60 23.80 24.00 24.20

m/z 55.10 22 .60%

85
5000
29 113
| ‘ Lo .\ | 141 169 197 225 253 296

L i N L o . e

m/z--> 50 100 150 200 250 300 350 23. 40 23 60 23. 80 24 00 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.70 12.79 ng 980116 Perylene-d12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3678 (24.698 min): BG044316.D (-3674) (-) m/z 57.10 100.00%

57
85
5000

“mlﬂmmmnsm 24.40 24.60 24.80 25.00

oL LIk u;.l. Prse 23 296 323 356 m/z 71.10 72.16%

m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85

5000 N e  EAEEEaa
24. 40 24. 60 24 80 25. OO

J m/z 43.10 58.10%

29 113
oLl I ] L 141 (169 197 225 253 2%
el P T
m/z--> 50 100 150 200 250 300 350
Abundance
57

24. 40 24. 60 24 80 25.00

5000 85 m/z 85.10 55.31%
29
. 113 141 169 197 205 253 205 323 367
S O A iy O L R L
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane D R EEEEAR e EEE e
57 2440 24.60 24.80 25.00

m/z 55.10 22 .76%

29
)| (M8 141 169 197 225 253 281 309 337 365 394

L e e AL Sttt et s

T
m/z--> 50 100 150 200 250 300 350 24. 40 24. 60 24 80 25. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.79 11.09 ng 849443 Perylene-di12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3864 (25.791 min): BG044316.D (-3853) (-) m/z 57.10 100.00%
57
85
5000
1 e 25,40 7560 25,80 26,00 26,20
ol d | L 2292291 258 295 323 351 m/z 71.10 72.62%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 AR B AR BRI
25.40 25.60 25.80 26.00 26.20
m/z 43.10 58.49%
ol LU L 00 60 197 225 2t
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
25.40 25.60 25.80 26.00 26.20
5000 85 m/z 85.10 56.10%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane RERRERERSREEEE s
57 25.40 25.60 25.80 26.00 26.20
m/z 55.10 22.72%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 2540 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044316.D

Aca On : 5 Feb 2020 22:41

Operator : CG/JU

Sample : L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27.08 5.22 ng 399537 Perylene-d12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 4083 (27.078 min): BG044316.D (-4075) (-) m/z 57.10 100.00%
57
85
5000
13 14 | 26.80 27.00 27.20 27.40
183 : : : :
- .l, e 162109206225 252 281 342 | m/z 71.10 74.09%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
5000 LU U DU DU BOURA

26.80 27.00 27.20 27.40
m/z 43.10 64.82%

141 169 197 225

267 295

04
m/z--> 50 100 150 200 250 300 350
Abundance
57
e
26.80 27.00 27.20 27.40
5000 85 m/z 85.10 59.41%
. 29 113 141 169 197 225 p53 296
S R RN AP R
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e A REaaE e e e
57 26.80 27.00 27.20 27.40
m/z 55.10 20.94%
5000 T M\j\‘\w
29
ol ] | ) M2 141 169 197 225 253 281 309 337 365 394
— A i A A UL s MMM
m/z--> 50 100 150 200 250 300 350 26,80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020520\
Data File : BG044316.D

Acq On : 5 Feb 2020 22:41

Operator : CG/JU

Sample - L1387-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexadecenoic acid... 18.08 3.3 ng 231704 4 17.30 1385770 20.0
n-Hexadecanoic acid 18.21 16.2 ng 1122350 4 17.30 1385770 20.0
Octadecanoic acid 19.48 5.0 ng 350697 5 21.54 1403650 20.0
1-Octadecene 21.21 19.2 ng 1347730 5 21.54 1403650 20.0
Heneicosane 21.75 4.9 ng 343229 5 21.54 1403650 20.0
2-methyloctacosane 22.34 9.6 ng 675597 5 21.54 1403650 20.0
Nonadecane 23.01 12.0 ng 840878 5 21.54 1403650 20.0
Supraene 23.19 36.0 ng 2756270 6 24.65 1532120 20.0
Heptadecane 23.79 12.9 ng 989154 6 24.65 1532120 20.0
Hexacosane 24.70 12.8 ng 980116 6 24.65 1532120 20.0
Heptadecane, 9-oc... 25.79 11.1 ng 849443 6 24.65 1532120 20.0
Tetratetracontane 27.08 5.2 ng 399537 6 24.65 1532120 20.0
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