LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052419\

Data File : BF114583.D

Aca On 1 24 May 2019 21:25 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i K2790-02 sssumo&éLA
ALS Vial : 12 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-BF051019.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 5.445 568 571 606 rBY 2712182 3069116 94.41% 9.596%
2 6.463 740 744 762 rBVY 3229097 3250753 100.00% 10.164%
3 6.592 762 766 781 rVB 3167090 3150126 96.90% 9.850%
4 6.810 800 803 814 rBV 851369 760881 23.41% 2.379%
5 6.969 826 830 839 rBVY 2692658 2329247 71.65% 7.283%
6 7.375 895 899 913 rBVY 2124518 2004105 61.65% 6.266%
7 8.092 1018 1021 1037 rBvV 1072417 975064 30.00% 3.049%
8 9.169 1200 1204 1207 rBvV 3708807 3110219 95.68% 9.725%
9 9.563 1267 1271 1285 rBV 453803 392823 12.08% 1.228%
10 9.845 1316 1319 1329 rVB2 1196270 1100124 33.84% 3.440%

11 10.639 1450 1454 1466 rBV 2304097 2259989 69.52% 7.066%
12 11.333 1569 1572 1576 rBV 1285228 1210066 37.22% 3.784%
13 11.863 1657 1662 1670 rBV2 314243 410684 12.63% 1.284%
14 12.551 1776 1779 1785 rBV 108969 114212 3.51% 0.357%
15 12.639 1792 1794 1803 rBV2 50436 81685 2.51% 0.255%

16 12.733 1807 1810 1813 rVV 71240 64063 1.97% 0.200%
17 12.780 1813 1818 1826 rVB 92453 118899 3.66% 0.372%
18 12.915 1837 1841 1844 rBV 3547478 3187605 98.06% 9.967%
19 13.139 1872 1879 1882 rVB4 21242 42467 1.31% 0.133%
20 13.392 1916 1922 1926 rBV 284673 421743 12.97% 1.319%

21 13.468 1932 1935 1939 rVB3 57098 76531 2.35% 0.239%
22 13.804 1988 1992 2003 rBV 386336 601199 18.49% 1.880%
23 13.980 2017 2022 2025 rBV 1009960 969008 29.81% 3.030%
24 14.074 2034 2038 2039 rBV 55509 60187 1.85% 0.188%
25 14.121 2043 2046 2054 rVB 82207 94790 2.92% 0.296%

26 14.427 2094 2098 2101 rBV 149134 145955 4._.49% 0.456%
27 14.727 2145 2149 2152 rVB 182073 166880 5.13% 0.522%
28 15.027 2196 2200 2201 rBV 39214 42231 1.30% 0.132%
29 15.057 2201 2205 2209 rVB 199261 215243 6.62% 0.673%
30 15.439 2264 2270 2285 rVB2 671012 1073715 33.03% 3.357%

31 15.851 2335 2340 2346 rVB 147378 216444 6.66% 0.677%

32 16.339 2418 2423 2435 rVB2 85019 183226 5.64% 0.573%
33 16.921 2518 2522 2529 rVB3 41180 82875 2.55% 0.259%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 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\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 31982155
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114583.D

3500000
6.46 59

3000000
5.45 6.97

2500000
7.37
2000000

1500000
1000000 6.81

500000

; LLLL

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF114583.D

3500000

3000000
2500000 10.64
2000000

1500000 11.33

8.09
1000000

500000 9.56 11.86
| _ (R

or—"v - N —_——— P

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF114583.D

3500000

3000000

2500000

2000000

1500000

1000000
15.44

500000 13.80 73 1506
43 250 ighs 1985 1634 16.92

0 B A e e e e e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF051019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 1 unknown6.59 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.59 82.80 ng 3150130 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 C12H15N0O 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 766 (6.592 min): BF114583.D (-762) (-) m/z 132.00 100.00%
5000 68
9 s |10y s | 5 sk G sk b
o AL e e m/z 68.05 39.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IVARSE BARSE AR AR R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.96%
I"'%I!Jl'l'!'Jl""IJ"'I"I'I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.65%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LIS LI L L L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.01%
117
5000
39 91
ANl
| | | L : \ m
m/z--> 2|O 4|0 I 8|0 l(I)O 120 140 1(|30 IEIEO 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\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 6.79 ng 410684 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1662 (11.863 min): BF114583.D (-1657) (-) m/z 43.05 100.00%
48 60 73
5000 129
7 115 171185 213 T T
01 1437 199 | 207 256 11.60 11.80 12.00 12.20
SN | m/z 73.00 97.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L B BN SUMRLN AU
nmnmnmnm
m/z 60.00 95.62%
L|TJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
1160 11.80 12.00 12.20
5000 m/z 57.10 81.27%
29
s | ]
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid R L A
43 6078 11.60 11.80 12.00 12.20
m/z 41.10 79.96%
5000 129
29
15 L#“ 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.39 8.70 ng 421743 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
2 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Hexadecanamide 255 C16H33NO 000629-54-9 59
Abundance Scan 1922 (13.392 min): BF114583.D (-1916) (-) m/z 59.00 100.00%

59

5000

—

13.00 13.20 13.40 13.60 13.80
m/z 72.00 58.82%

83 100 126

154 184 222238 264281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-

=

13.00 13.20 13.40 13.60 13.80
m/z 55.05 39.81%

5000

126

154 184 221238 264281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #160272: Pentadecanamide, 15-bromo-

é

13.00 13.20 13.40 13.60 13.80

5000 m/z 41.05  33.50%
41 240
Lol Ll 86 114 142 170 195212 " | 262278 304321
B L el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #20317: Octanamide e e
59 13.00 13.20 13.40 13.60 13.80
m/z 43.05 24 .41%
5000
43
2J7 ‘ 1| 8\6 | 114 143
. | |
S N 1 AU S R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 12.41 ng 601199 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1991 (13.798 min): BF114583.D (-1988) (-) m/z 43.05 100.00%
83
5000
LRI AN DAL SN B
139 229 13.40 13.60 13.80 14.00 14.20
163 193 281 m/z 57.05 99.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 111 LRI AR SRR SN B
13.40 13.60 13.80 14.00 14.20
- | 160 m/z 55.05 90.92%
REIREY hl?g. |, 20 25 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 66.71%
29 125
DLLLL L s 1o 220 260 g
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester R A RRRRE R e
4 13.40 13.60 13.80 14.00 14.20
69 m/z 41.05 62.15%
97
5000
125
J “ il mw‘\ \15..3 196 224
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .43 3.01 ng 145955 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Octadecane 254 C18H38 000593-45-3 83
4 Octacosane 394 C28H58 000630-02-4 81
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2098 (14.427 min): BF114583.D (-2094) (-) m/z 57.05 100.00%
g7
5000 85
113 141 397 " 14:20 14.40 14.60 14.80
b b L 09008215 288 324 BT T3 100 69. 19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 LR B LR BRI B
mmmmmmmm
13 m/z 71.10 61.37%
L ,I 1 2m 2% a6 310
m/z--> 55 150 260 250 300 3éo 460
Abundance #175559: Tetracosane
57
o "' 1420 14.40 14.60 14.80
5000 m/z 85.05 50.58%
29
| J Jl (141 169 197 225 253 338
m/z--> 55 100 1%0 260 250 360 3%0 460
Abundance #105885: Octadecane R R R TRt s et
57 14.20 14.40 14.60 14.80
m/z 41.10 26.26%
5000 85
\‘ T S 1]\-3 \141 . 169 197 225 254
m/z--> 50 160 150 260 2éo 360 3éo 400 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.11 ng 166880 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
Abundance Scan 2149 (14.727 min): BF114583.D (-2145) (-) m/z 57.10 100.00%
57
5000 “*_&’ﬂ\~A-V“J
14.40 14.60 14.80 15.00
m/z 43.10 64 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane M
57
85
5000 L B BRI BRI BUUL
14. 40 14. 60 14. 80 15.00
4 s m/z 71.10 57.56%
26 | L i [ 1, 141 169 197 225 253268 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300
Abundance #94346: Heptadecane
57
g5 14.40 14.60 14.80 15.00
5000 A m/z 85.10 46.67%
\ M [ A 1%3 141l 169 197212 240
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2éo 300
Abundance #105885: Octadecane e AR R ER et et
57 14.40 14.60 14.80 15.00
m/z 41.05 22 .75%
5000 85
4
‘ L 4 1}3 141 169 197 225 254
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2§0 300 1440 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.06 4.01 ng 215243 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2206 (15.062 min): BF114583.D (-2201) (-) m/z 57.10 100.00%
57
5000 85
113 141 169 14.80 15.00 15.20 15.40
b ie0101210 230 260 85 o asG 67,380
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B BRI SULRL BAUS
14.80 15.00 15.20 15.40
m/z 71.05 61.99%
29 113 141
| I j ] L 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #175557: Tetracosane
57
| 14.80 15.00 15.20 1540
5000 P m/z 85.10 47 .86%
29 113
| 0Ll T° 141 189 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #209566: Octacosane L e S
57 14.80 15.00 15.20 15.40
m/z 41.10 23.58%
5000 85
29
DL M8 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIII

T
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.85 4.03 ng 216444 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2340 (15.851 min): BF114583.D (-2335) (-) m/z 57.10 100.00%
5000
141 " 15.60 15.80 16.00 16.20
183 225 m/z 43.05  60.66%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 LI BRI BN BULILILS B
mmmmmmmm
99 m/z 71.10 59.86%

, 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #219831: Triacontane
5[7
T T T
15.60 15.80 16.00 16.20
5000 m/z 85.05 46.92%
99
26 (1] || 14 183 225 267 300 351 422
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T T T e
57 15.60 15.80 16.00 16.20
m/z 55.10 22.50%
5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. OO 16 20

8270-BF051019.M Mon May 27 04:36:41 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114583.D

Aca On : 24 May 2019 21:25

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.41 ng 183226 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Docosane 310 C22H46 000629-97-0 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2423 (16.339 min): BF114583.D (-2418) (-) m/z 57.05 100.00%
57
113 16.00 16,20 16.40 16.60
141 169 265 : : : :
LWL 0r 205 205 3% nj7 43.10  59.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 UNABUMMUIARUVAREE
16. oo 16. 20 16 40 16.60
13 m/z 71.05 54 .50%
JULL 77,141 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 350 460 '
Abundance #209566: Octacosane
57
16.00 16,20 16.40 16.60
5000 a5 m/z 85.05 41 .61%
29
| || ) M2 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3%0 460 '
Abundance #219831: Triacontane S B MM et
57 16.00 16.20 16.40 16.60
m/z 41.00 19.54%
- 1 W
113 141
20| | | | |77, 141 169 197 225 253 281 309 337 365 393 422
m/z--> % ﬁo @ 2& 250 @ 3% ﬁo ! mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052419\
Data File : BF114583.D

Acq On : 24 May 2019 21:25

Operator : JU/SJ

Sample - K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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 .59 6.59 82.8 ng 3150130 1 6.81 760881 20.0
n-Hexadecanoic acid 11.86 6.8 ng 410684 4 11.33 1210070 20.0
9-Octadecenamide, ... 13.39 8.7 ng 421743 5 13.98 969008 20.0
Heptafluorobutyri... 13.80 12.4 ng 601199 5 13.98 969008 20.0
Docosane 14.43 3.0 ng 145955 5 13.98 969008 20.0
Heneicosane 14.73 3.1 ng 166880 6 15.44 1073720 20.0
Tetracosane 15.06 4.0 ng 215243 6 15.44 1073720 20.0
Hexacosane 15.85 4.0 ng 216444 6 15.44 1073720 20.0
Hentriacontane 16.34 3.4 ng 183226 6 15.44 1073720 20.0
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