LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\

Data File : BM018217.D

Acq On : 15 Dec 2018 23:12 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : J6347-11 P001-SW003-01

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_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 height area % max. total
1 5.128 377 381 393 rBV 96938 161569 6.83% 0.724%
2 6.705 643 649 650 rBY 69020 100367 4.24% 0.450%
3 6.722 650 652 664 rvB 79963 153935 6.51% 0.690%
4 7.040 699 706 717 rBvV 163035 271205 11.46% 1.215%
5 7.499 778 784 795 rBV 511421 820875 34.70% 3.679%
6 7.810 829 837 846 rBvY 158192 270701 11.44% 1.213%
7 8.669 977 983 992 rBvY 94606 187588 7.93% 0.841%
8 9.034 1040 1045 1051 rvB3 17601 23939 1.01% 0.107%
9 10.269 1247 1255 1269 rBVY 605775 1142360 48.29% 5.119%
10 12.769 1674 1680 1691 rBV 252601 472556 19.98% 2.118%

11 13.639 1821 1828 1838 rBV 56452 111691 4.72% 0.501%
12 14.157 1909 1916 1929 rBV2 1015053 1575409 66.60% 7.060%
13 15.669 2168 2173 2181 rBV 170140 266101 11.25% 1.192%
14 16.574 2319 2327 2335 rBV3 21570 33824 1.43% 0.152%
15 16.922 2379 2386 2402 rBV2 1160960 1822118 77.03% 8.165%

16 17.833 2536 2541 2554 rBV 696808 1015171 42.91% 4._.549%
17 18.980 2731 2736 2738 rBV2 41706 55767 2.36% 0.250%
18 19.004 2738 2740 2744 rVB4 23825 29235 1.24% 0.131%
19 19.127 2756 2761 2774 rBV 471268 733229 31.00% 3.286%
20 19.568 2831 2836 2847 rBV 671025 884729 37.40% 3.965%

21 19.892 2888 2891 2894 rVB 29263 31737 1.34% 0.142%
22 20.392 2972 2976 2980 rBV 91686 100372 4.24% 0.450%
23 20.862 3051 3056 3062 rBV 605962 830279 35.10% 3.721%
24 21.062 3086 3090 3095 rBV 254328 276507 11.69% 1.239%
25 21.139 3097 3103 3110 rBV 1785836 2365608 100.00% 10.601%

26 21.298 3126 3130 3136 rVB 522326 542228 22.92% 2.430%
27 21.721 3197 3202 3210 rBV 868331 999874 42.27% 4.481%
28 22.162 3273 3277 3286 rVB 1026966 1259696 53.25% 5.645%
29 22.645 3355 3359 3365 rVB 906326 1249704 52.83% 5.600%
30 23.186 3445 3451 3457 rVB 726459 1150647 48.64% 5.156%

31 23.298 3464 3470 3483 rVB 1094043 2009991 84.97% 9.007%

32 23.792 3548 3554 3563 rVB 475574 893328 37.76% 4._.003%
33 24.486 3667 3672 3680 rVB3 244578 472928 19.99% 2.119%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 22315268
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM018217.D
1500000
1000000
10.27
500000 750
7.04 7.81
5.13 8.67
6.7¢ 9.03
o —_— = ey S e ———— e e —————— e S
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018217.D
1500000
16.92
1000000 14.16
17.83 19.57
500000
12.77
15.67
13.64
16.57
O e e e e e P T
Time--> 12.00 12.50 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
Abundance TIC: BM018217.D
2114
1500000
2216 23.30
22.64
21.72
1000000 23
20.86 |b1 30 23.79
00000 24148
S 21.06
r
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.04 Concentration Rank 8

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

7.04 6.61 ng 271205 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-(Acetonylamino)benzoic acid 193 C10H11NO3 037144-42-6 10
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 706 (7.040 min): BM018217.D (-699) (-) m/z 132.00 100.00%
132
5000 68 /\\
20 54 o " '6.80 7.00 7.20 7.40
g 207 m/z 68.00 38.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50988: o-(Acetonylamino)benzoic acid
132
5000 LI L L UL I
150 6.80 7.00 7.20 7.40
77 m/z 134.00 31.27%
105 193
15 28 39 S1 65 l 92 57 119 | , 174 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132
' 6.80 7.00 7.20 7.40
5000 m/z 66.00 29.14%
104
66
14 2730 51 877 g9 | s
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132 6.80 7.00 7.20 7.40

m/z 69.10 18.69%

5000
15 \‘ 4\2\ ! \‘ ‘ 76 91 I

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 11.14 ng 1015170 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 30

Abundance Scan 2540 (17.827 min): BM018217.D (-2536) (-) m/z 73.00 100.00%

73
43 60
5000 129
3

97 115 157171 21
b 143 185199 256 17.60 17.80 18.00 18.20
RAAasganss

227
281 m/z 60.00 76.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 go 73
50001 29

17.60 17.80 18.00 18.20

129 256 m/z 43.05 69.48%
97 115 157171185199 233
Il 143 199°7°227
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
43 60 73
R o
17.60 17.80 18.00 18.20
5000 m/z 41.05 67.26%
29
129 171 214
Nl e
N T "...Jp...,”..,u.”,...w.n..,“..,..“ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid I I
43 60 73 17. 60 17. 80 18 00 18 20

m/z 55.10 66 .15%

129
5000 29
3 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.13 6.20 ng 733229 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Eicosane 282 C20H42 000112-95-8 56
Abundance Scan 2761 (19.127 min): BM018217.D (-2756) (-) m/z 73.00 100.00%
7
43
5000 129
97 185 241 N Moo e
157 \ 013 | 2672T4 ant 18.80 19.00 19.20 19.40
PP I e S Tl M BT L S 2. m/z 43.05 77.18%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
43 73
5000 129
18.80 19.00 19.20 19.40
97 185 sy 284 m/z 60.10 74.67%
2 ol ]?7 | | | 2:!'3 | | 267 ||
m/z--> 50 100 1éo 200 250 300
Abundance #65562: Tridecanoic acid
78
43
18.|80 19.'00 19.'20 19.'40 '
5000 m/z 55.10 67 .63%
129
‘ 97 ‘ 171 214
: “: "‘l”‘ \JI ‘Ini“lAhl‘ |“| 1 |‘1|§‘2| : I\EI'97I{I — — ——
m/z--> 50 100 150 200 250 300
Abundance #75071: Tetradecanoic acid
78 18.80 19.00 19.20 19.40
43 m/z 57.05 65.00%
5000 129
185 228
LT ™
: |2| \I\In uf ) I\\HIa‘II\ N‘:”ﬁ |14|.9‘:!-§? - \IZ:II']'I — T — T
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.86 7.02 ng 830279 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3056 (20.862 min): BM018217.D (-3051) (-) m/z 57.10 100.00%
57
83
5000
111
139 168 20.60 20.80 21.00 21.20
_— .l,.“.e,-.-...2,97...,2]6.‘3..,...3.“?...f‘?l....,...., m/z 43.10 80.40%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43 7
69
5000
20.60 20.80 21.00 21.20
125 m/z 71.10 75.96%
15) \ lJ}§4182210238266
miz--> 0 50 160 1%0 200 2éo 360 3%0 460 4%0 '
Abundance #168065: 17-Pentatriacontene
57
97
20.60 20.80 21.00 21.20
5000 m/z 83.10 70.83%
29 Tzs
| l, iJ}?S1§1299235267292320348376406434462490
miz--> 0 55 160 1%0 260 2éo 360 350 460 4%0 '
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57 20.60 20.80 21.00 21.20
m/z 55.05 68.86%
83
5000
29 111
168196
$‘ ‘\ l Pﬁg |4 2%7 258

IJIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.30 4.58 ng 542228 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 3130 (21.298 min): BM018217.D (-3126) (-) m/z 57.10 100.00%
57
85
5000
FBMHw 211 253 283 309 342 415 21.00 21.20 21.40 21.60
A LT R 2 258 283309 342 415 g 71100 84.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000
85 21.00 21.20 21.40 21.60
m/z 85.05 60.27%
290 | | | ;113 141 160 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57 A»
UL AU IR B B
21.00 21.20 21.40 21.60
5000 85 m/z 43.10 58.82%
13 14
29 | | | | |77, 141 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl- . ,.A.. T Y
57 21.00 21.20 21.40 21.60
m/z 41.05 28.22%
5000 85

113 239
|77, 141 169 197 “7° 267 204 323 352

) el

m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tridecane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.72 8.45 ng 999874 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane 254 C18H38 000593-45-3 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 3202 (21.721 min): BM018217.D (-3197) (-) m/z 57.10 100.00%
57
85
5000 A
ﬂ113141 183207 239 281 323 401 475 21.40 2160 21.80 22.00 _
O A b A d Ly S0 289 281 828 401 4TS Tnzz 71.05 86.31%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99478: Tridecane, 7-hexyl-
57
29
5000 85
21.40 21.60 21.80 22.00
182 m/z 85.05 63.14%
TP | ugseaes
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane ﬂ
21.40 21.60 21.80 22.00
5000 m/z 43.05 59.84%

141 169 197 225 253 296

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane
57 21.40 21.60 21.80 22.00

m/z 55.05 26.01%

5000 85

29

113
[y, 141 169 197 225 253 281 309 337 380

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.16 10.65 ng 1259700 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3277 (22.162 min): BM018217.D (-3273) (-) m/z 57.10 100.00%
57
85
5000
113 T e A T
141 169 21.80 22.00 22.20 22.40
O Al .UI L3P 197,225 253 281 309 387 399 m/z 71.10 84.09%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000

21.80 22.00 22.20 22.40
m/z 85.10 62.72%

29 113
T e e oo gy 200
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
T T e T TR
21. 80 22. 00 22.20 22.40
5000 85 m/z 43.05 58.32%
29 113
J‘\J ‘ 141 169 197 225 253 281 311337 367 410435
et e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57 21.80 22.00 22.20 22.40
m/z 55.10 25.45%
5000 85
113 239
‘ | 777,141 169 197 267 294 323 352
....,....,....,....,....,....,....,....,.... A BAARREEEEE RS
m/z--> 0 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 9 Triacontane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.64 12.43 ng 1249700 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3358 (22.639 min): BM018217.D (-3355) (-) m/z 57.10 100.00%
57
85
5000
R R
141 169 281 22.40 22.60 22.80 23.00
. ||, LACS0, 207 230 281 326 958385 420 | nzz 7105  84.83%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane A;
57
5000 85 LN UL BN UL B
22,40 22.60 22.80 23.00
m/z 85.05 60.25%
113 141
29 | {4 J | 7,169 197 225 253 281 309 337 365 393 422
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
o " 22.40 22,60 22.80 23.00
5000 m/z 43.10 58.50%
29 113
1] Li |77 141 160 197 205 253 296
m'z--> 0 5 100 1éo 200 250 300 350 400
Abundance #167078: Tetratriacontane T T T
57 22.40 22.60 22.80 23.00
m/z 55.05 24 .70%
5000 85
29 113
Ll (141 169 197 225 253 281 311337 367 410435 /l JK
m'z--> 0 % ﬁo @ 2& 250 300 350 400 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-lodo-2-methylundecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.19 11.45 ng 1150650 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3452 (23.192 min): BM018217.D (-3445) (-) m/z 57.05 100.00%
g7
85
5000

141 169 197 239 22.80 23.00 23.20 23.40 23.60
— l, k ||, .I Lzl 20, 281 309 337359 401 430 m/z 71.10 84.17%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #114973: 1-lodo-2-methylundecane
57
5000 L L
85 22. 80 23. OO 23. 20 23 40 23. 60
29 ‘ m/z 85.05 64 .53%
. ||113 169 211 206
et e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
e e e AN A
22.80 23.00 23.20 23.40 23.60
5000 85 m/z 43.10 52.36%
29 113
J‘\J ‘ 141 169 197 225 253 281 311337 367 410435
et e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane RERESREEEEE RSy
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 22.74%
85
5000

29 113
UL 7,241 169 197 225 953 296

m/z--> 0 50 100 150 200 250 300 350 400 22. 80 23. 00 23. 20 23 40 23. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018217.D

Acq On : 15 Dec 2018 23:12

Operator : JU/SJ

Sample : J6347-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .04 7.04 6.6 ng 271205 1 7.50 820875 20.0
n-Hexadecanoic acid 17.83 11.1 ng 1015170 4 16.92 1822120 20.0
Octadecanoic acid 19.13 6.2 ng 733229 5 21.14 2365610 20.0
1-Nonadecene 20.86 7.0 ng 830279 5 21.14 2365610 20.0
Heptacosane 21.30 4.6 ng 542228 5 21.14 2365610 20.0
Tridecane, 7-hexyl- 21.72 8.4 ng 999874 5 21.14 2365610 20.0
Heneicosane 22.16 10.7 ng 1259700 5 21.14 2365610 20.0
Triacontane 22.64 12.4 ng 1249700 6 23.30 2009990 20.0
1-lodo-2-methylun... 23.19 11.4 ng 1150650 6 23.30 2009990 20.0
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