LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081719\

Data File : BF116353.D

Aca On : 17 Aug 2019 13:24 Instrument :

Operator : HP/JU BNA_F

Sample - K4380-01 ClientSampleld :

Misc - STOCKPILE-175-LANDERS-PIT
ALS Vial : 7 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 F\METHODS\8270-BF073019.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 5.440 566 570 593 rBY 1883215 2292820 82.42% 9.289%
2 6.451 738 742 761 rBY 2260634 2532030 91.02% 10.258%
3 6.581 761 764 774 rVB 2679327 2440655 87.73% 9.888%
4 6.810 800 803 814 rBV 849842 786599 28.28% 3.187%
5 6.963 826 829 853 rBY 2087981 1958760 70.41% 7.936%
6 7.375 895 899 926 rBVY 1450046 1586433 57.03% 6.427%
7 8.087 1017 1020 1041 rBV 968542 1010938 36.34% 4.096%
8 9.157 1199 1202 1214 rBVY 2852034 2781894 100.00% 11.271%
9 9.557 1267 1270 1280 rBV 208230 205864 7.40% 0.834%
10 9.839 1314 1318 1337 rBvV 1411756 1176834 42.30% 4_.768%

11 10.628 1449 1452 1469 rBV 1531509 1610567 57.89%% 6.525%
12 11.328 1567 1571 1580 rBV 1257044 1154049 41.48% 4.676%
13 11.392 1580 1582 1589 rVB 41559 42665 1.53% 0.173%
14 11.851 1657 1660 1664 rBV 34150 42082 1.51% 0.170%
15 12.904 1835 1839 1842 rBV 2960123 2591092 93.14% 10.498%

16 13.792 1986 1990 2006 rBV2 87399 213110 7.66% 0.863%
17 13.969 2016 2020 2031 rBV 864577 886616 31.87% 3.592%

18 14.410 2092 2095 2099 rBV 40684 40967 1.47% 0.166%
19 14.710 2142 2146 2151 rBV 58281 58614 2.11% 0.237%
20 14.786 2155 2159 2163 rVV 92057 88770 3.19% 0.360%
21 15.039 2198 2202 2208 rBV 70773 79750 2.87% 0.323%

22 15.421 2258 2267 2286 rBV 492771 865282 31.10% 3.506%
23 15.821 2329 2335 2341 rBV 70780 105632 3.80% 0.428%

24 16.304 2412 2417 2428 rVB 47219 90982 3.27% 0.369%
25 16.868 2507 2513 2520 rBV3 20155 39287 1.41% 0.159%
Sum of corrected areas: 24682292
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

BF116353.D

17 Aug 2019 13:24

HP/JU

K4380-01

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

STOCKPILE-175-LANDERS-PIT
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

Data File : BF116353.D

Aca On 17 Aug 2019 13:24

Operator : HP/JU

ﬁ?ggle : K4380-01 STOCKPILE-175-LANDERS-PIT
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.58 Concentration Rank 1

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

6.58 62.06 ng 2440660 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 764 (6.581 min): BF116353.D (-761) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 6.40 'éﬁb' 680 7.00
54 . . : :
ol Qrer |asus o mjz 68.00  41.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR ARERE N SR R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.97%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.91%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 16.97%
117
5000
29 91
7 LG e | oy
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

Data File : BF116353.D

Aca On 17 Aug 2019 13:24

Operator : HP/JU

ﬁ?ggle : K4380-01 STOCKPILE-175-LANDERS-PIT
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Oxalic acid, isobutyl hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 4.81 ng 213110 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 76
5 17-Pentatriacontene 491 C35H70 006971-40-0 74
Abundance Scan 1990 (13.792 min): BF116353.D (-1986) (-) m/z 57.00 100.00%
57
43
8397
5000

13.40 13.60 13.80 14.00 14.20

(o} m/z 43.00 76.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 43 LA L L L L L L L LB
13. 40 13. 60 13. 80 14. OO 14. 20
29 [P m/z 54.95 61.73%
111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 13.40 13.60 13.80 14.00 14.20
5000 97 m/z 83.00 61.02%
i R 168, 196
15 139154-%%18"°211 227 258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate

7 13.40 13.60 13.80 14.00 14.20
m/z 71.10 58.90%

83 97

5000

125

139154169 196210 238 45 0g3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

Data File : BF116353.D

Aca On 17 Aug 2019 13:24

Operator : HP/JU

ﬁ?ggle : K4380-01 STOCKPILE-175-LANDERS-PIT
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.05 ng 88770 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
5 trans-Farnesol 222 C15H260 000106-28-5 72
Abundance Scan 2160 (14.792 min): BF116353.D (-2155) (-) m/z 69.00 100.00%
60
5000
A % 1 14.40 14.60 14.80 15.00 15.20
177 207 282 : : : : :
o‘ﬁ-«Lrub-.l.'d,-": Ay A m/z 80.95 52.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000{ 4! SRR SURRIR SR UL B
14.40 14.60 14.80 15.00 15.20
m/z 41.00 19.94%
9% 137
ol by L 17 1 161 101217 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.00 16.94%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 14.40 14.60 14.80 15.00 15.20
m/z 68.00 13.09%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384 S | S W
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

Data File : BF116353.D

Aca On 17 Aug 2019 13:24

Operator : HP/JU

ﬁ?ggle : K4380-01 STOCKPILE-175-LANDERS-PIT
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.82 2.44 ng 105632 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
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 2-methyltetracosane 352 C25H52 1000376-72-6 91
Abundance Scan 2335 (15.821 min): BF116353.D (-2329) (-) m/z 57.00 100.00%
57
85
5000
141 15.60 15.80 16.00 16.20
Y- " .l|.J..,.1‘?9..,2°.7...,..292.,....,.. m/z 71.00 73.54%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
15.60 15.80 16.00 16.20
m/z 42.95 56.74%
29 41
o ‘\ L h\ [ 777 169 197 225 53 262
m/z--> 50 100 150 260 2%0 300 3%0
Abundance
57
" 15.60 15.80 16.00 16.20
5000 85 m/z 85.00 55.48%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20
m/z 55.00 20.31%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 15. 60 15. 80 16. oo 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

Data File : BF116353.D

Aca On 17 Aug 2019 13:24

Operator : HP/JU

ﬁ?ggle : K4380-01 STOCKPILE-175-LANDERS-PIT
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.10 ng 90982 Perylene-d12 15.43
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 Eicosane 282 C20H42 000112-95-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2416 (16.298 min): BF116353.D (-2412) (-) m/z 57.00 100.00%
85
5000
113 e T
3 141 16.00 16.20 16.40 16.60
ol .-”, et - m/z 71.00 74.80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
16.00 16.20 16.40 16.60
m/z 85.10 56.15%
29 113
0 \‘ Al h “\ ‘hw h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.00 56.09%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #129490: Eicosane B B B ST
57 16.00 16.20 16.40 16.60
m/z 41.00 20.30%
85
5000
29 113 141
A B D TR LR = S B (hetostiaatusaeas
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081719\

Data File : BF116353.D

Acq On : 17 Aug 2019 13:24

Operator : HP/JU

ﬁ?ggle : K4380-01 STOCKPILE-175-LANDERS-PIT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6 .58 6.58 62.1 ng 2440660 1 6.81 786599 20.0
Oxalic acid, isob... 13.79 4.8 ng 213110 5 13.97 886616 20.0
Squalene 14.79 2.0 ng 88770 6 15.43 865282 20.0
Eicosane 15.82 2.4 ng 105632 6 15.43 865282 20.0
Heneicosane 16.30 2.1 ng 90982 6 15.43 865282 20.0
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