LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117057.D
Aca On : 16 Sep 2019 12:38 Instrument :
Operator : HP/JU E?Afs el

- _ lentosampleld :
3?22Ie - (4885-01 RT-1868-RBR-200035
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 F\METHODS\8270-BF091319.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 5.445 566 571 584 rBVY 1193745 1227363 80.54% 8.952%
2 6.457 738 743 762 rBVY 1454768 1433921 94.10% 10.458%
3 6.592 762 766 779 rVV 1648457 1416860 92.98% 10.334%
4 6.822 802 805 815 rBV 384203 322707 21.18% 2.354%
5 6.981 828 832 835 rBVY 1179980 1028433 67.49% 7.501%
6 7.380 896 900 919 rBV 838237 844056 55.39% 6.156%
7 8.104 1019 1023 1039 rBV 350902 418538 27.47% 3.053%
8 9.174 1201 1205 1218 rBY 1571004 1523843 100.00% 11.114%
9 9.563 1268 1271 1283 rBV 66744 79122 5.19% 0.577%
10 9.851 1316 1320 1333 rBV 519209 507595 33.31% 3.702%

11 10.633 1449 1453 1467 rBV 708778 808486 53.06% 5.897%
12 11.333 1568 1572 1580 rBV 473198 529812 34.77% 3.864%

13 11.574 1608 1613 1618 rBVS8 8020 16985 1.11% 0.124%
14 11.886 1663 1666 1670 rVB 12565 16222 1.06% 0.118%
15 12.545 1774 1778 1782 rBV 44183 44474 2.92% 0.324%
16 12.768 1812 1816 1821 rBV 41969 51657 3.39% 0.377%

17 12.910 1836 1840 1849 rBV 1668316 1494663 98.09% 10.901%
18 13.827 1989 1996 2011 rBV6 55149 171889 11.28% 1.254%
19 13.962 2016 2019 2028 rVB 428097 495843 32.54% 3.616%

20 14.121 2043 2046 2051 rBV 47165 42999 2.82% 0.314%
21 14.421 2094 2097 2103 rBV 75051 74309 4._.88% 0.542%
22 14.721 2144 2148 2154 rBV 115584 117751 7.73% 0.859%
23 14.992 2191 2194 2200 rBV2 13892 23359 1.53% 0.170%
24 15.051 2200 2204 2211 rVB 139999 154891 10.16% 1.130%
25 15.292 2239 2245 2251 rBV6 12433 22792 1.50% 0.166%

26 15.409 2259 2265 2275 rBV2 321651 549140 36.04% 4._.005%
27 15.839 2332 2338 2345 rBvV 95542 149350 9.80% 1.089%
28 16.321 2415 2420 2432 rVB2 55519 101819 6.68% 0.743%
29 16.898 2512 2518 2526 rVB5 19298 42190 2.77% 0.308%

Sum of corrected areas: 13711069
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091619\
: BF117057.D

: 16 Sep 2019 12:38

: HP/JU

. K4885-01

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

RT-1868-RBR-200035

Abundance

1500000

1000000

500000

TIC: BF117057.D
59

6.46

5.45

6.98

7.38

0
Time-->

5.50

6.00

I
5.00 6.50

[
7.00

7.50

Abundance

1500000

1000000

500000

0

TIC: BF117057.D

10.63

11.33

9.56

1157 11.89

12.5412.77
A

1291

Time-->

11.00 11.50

10.00

9.50 10.50 12.00

12.50

13.00

Abundance

1500000

1000000

500000

TIC: BF117057.D

13.96
15.41

15.05
14.99 15.2

15.84

2 14.72 16.32
i .

14.4
13.83| 14.12 16.90

0
Time-->

I
17.00 17.50

T
18.00

15.50 16.00 16.50

14.50 15.00

R
13.50 14.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091619\

Data File : BF117057.D

Aca On : 16 Sep 2019 12:38

Operator : HP/JU

ﬁ?ggle i K4885-01 RT-1868-RBR-200035
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 unknown6.59 Concentration Rank 1

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

6.59 87.81 ng 1416860 1,4-Dichlorobenzene-d4 6.82
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 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 766 (6.592 min): BF117057.D (-762) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 6.40 6.60 6.80 7.00
o |77.8.7.!,41.0??1.5,..-.,....,....,.... m/z 68.00 42.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR AR R L
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.84%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.42%
o----.---‘-‘.‘-‘--‘-“‘.-5-39-- mm,\,\‘l,,h_l,,,l,slfs,,,,l,lfa?,
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A A
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.83%
5000 67
97
‘ o ‘ 117
o -‘.‘- bl es fa0s |
m/z--> 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\HPCHEM1\BNA F\DATA\BF091619\

Data File : BF117057.D

Aca On : 16 Sep 2019 12:38

Operator : HP/JU

ﬁ?ggle i K4885-01 RT-1868-RBR-200035
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 4 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 6.93 ng 171889 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 80
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 70
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 70
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 1996 (13.827 min): BF117057.D (-1989) (-) m/z 83.00 100.00%
55
5000 05
125 149
| \ 208 230 13.60 13.80 14.00 14.20
ol - m/z 69.10 85.78%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 TTTTTTTT T T T T T T T T T
13.60 13.80 14.00 14.20
m/z 97.05 83.16%

125
lnl 11?3 196 224

o | L
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 L B
13.60 13.80 14.00 14.20
5000 m/z 55.00 T4._77%
29 125
i o e B
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R mEEEE RS S
57 83 13.60 13.80 14.00 14.20
m/z 57.05 71.85%
5000 11
29 ‘ 169
196
oA ARE | Tas 2 s | e e © e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091619\

Data File : BF117057.D

Aca On : 16 Sep 2019 12:38

Operator : HP/JU

ﬁ?ggle i K4885-01 RT-1868-RBR-200035
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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-Bromotetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .42 3.00 ng 74309 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2097 (14.421 min): BF117057.D (-2094) (-) m/z 71.05 100.00%
43
NJLVJLJL_
| 2 s 1 . 150 1440 1460 1250
o -* 'h' 2 m/z 57.05 99.45%
m/z--> 50 150 200 250 300 350
Abundance #124147 2-Bromotetradecane
5000 L S B B B
14.20 14.40 14.60 14.80
29 lrJ 113 m/z 85.10 79.99%
| 14 197
(o} b1 .... —_—
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

-

85 14.20 14.40 14.60 14.80
5000 m/z 43.05 70.03%

29 113
oL ‘ || 7,1 169 107 225 253 296
T o e T HA AR IR
mz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- BN R B B S SR
57 14.20 14.40 14.60 14.80
m/z 99.10 30.22%
5000 85
113
oLl J Lo 0,34 169 107 2 967 204 323 352 s |, wmﬂJEM
e T T e B R
mz--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117057.D

Aca On : 16 Sep 2019 12:38

Operator : HP/JU

Sample : K4885-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319_.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 6 Heneicosane Concentration Rank 6

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

14.72 4.29 ng 117751 Perylene-d12 15.41

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90

5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90

Abundance Scan 2148 (14.721 min): BF117057.D (-2144) (-) m/z 57.05 100.00%
57
85
5000
10 s 20 14140 1460 1450 1500
ol e b m/z 71.10 84.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L L B
14,40 14.60 14.80 15.00
- m/z 85.05 65.94%
oL L. I J / J1§1I169 197 225 253 296
el . e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R i s
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 63.31%
113 941
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
R e R Bhira
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T
57 14.40 14.60 14.80 15.00
m/z 99.10 24 .00%
5000 85
113
o 2, ‘ 11 | /141,169 197 225 267 295 365 393
R e R e T e T e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091619\

Data File : BF117057.D

Aca On : 16 Sep 2019 12:38

Operator : HP/JU

ﬁ?ggle i K4885-01 RT-1868-RBR-200035
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.05 5.64 ng 154891 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2204 (15.051 min): BF117057.D (-2200) (-) m/z 57.05 100.00%
57
5000
1480 15.00 15.20 15.40
(o} m/z 71.05 96.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 AR SR IR B
14.80 15.00 15.20 15.40
4 s m/z 85.05 73.93%
ol 26 | L i [ 1, 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
o5 " 14:80 15.00 15.20 15.40
5000 A m/z 43.05 62.45%
0 I A 1%3 , 141 169 197212 240
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance #100330: 2-Bromo dodecane N L B e
57 14.80 15.00 15.20 15.40
m/z 99.10 26 .45%
5000 85
‘ ‘ 169
0 L \ 128 149 | 248
IIII""I""I""I""IIIII DR S S DA A DR S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091619\

Data File : BF117057.D

Aca On : 16 Sep 2019 12:38

Operator : HP/JU

ﬁ?ggle i K4885-01 RT-1868-RBR-200035
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 5.44 ng 149350 Perylene-d12 15.41
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 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 90
Abundance Scan 2338 (15.839 min): BF117057.D (-2332) (-) m/z 57.10 100.00%

57
85
5000

Ulres, mm

| 15. 60 15. 80 16. 00 16 20
ol P NN m/z 71.10 89.63%

m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85

5000
1560 15,80 16,00 16:20
m/z 85.10 72.47%

113
o 200 || |10, 169 197 225 267 295 365 393
codb o e e L e e e ey
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
g5 15.60 15.80 16.00 16.20
5000 m/z 43.00 58.70%
29 113
oL L by J |, 141 169 197 225 253 296
R e T T e LR E R R R R
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- L B e
57 15.60 15.80 16.00 16.20
m/z 55.00 26.02%
5000 85
113
0 L L (77241 182 511 g5 281 30 337
T T T T e [ T e e St
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091619\

Data File : BF117057.D

Aca On : 16 Sep 2019 12:38

Operator : HP/JU

ﬁ?ggle i K4885-01 RT-1868-RBR-200035
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 9 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.32 3.71 ng 101819 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 86
2 Hexacosane 366 C26H54 000630-01-3 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
Abundance Scan 2420 (16.321 min): BF117057.D (-2415) (-) m/z 57.05 100.00%
57
85
5000
VR s 07 o 1600 1620 1640 1660
ot ety = m/z 71.05 90.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5000 AR AL DR R

16.IOO 16!20 16.I40 16!60
m/z 85.05 65.01%

141 169 197 225 365 393

267 295

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.05 53.60%
29
oL J || 3041 169 107 205 253 295 323 367
A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane AE R an B R
57 16.00 16.20 16.40 16.60
m/z 99.10 31.21%
5000 85
113 119 169
o LTy, 169 197 225 253 281 309 337 365 437
e e
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091619\

Data File : BF117057.D

Acq On : 16 Sep 2019 12:38

Operator : HP/JU

3?22'6 i K4885-01 RT-1868-RBR-200035
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319._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]
unknown6 .59 6.59 87.8 ng 1416860 1 6.82 322707 20.0
Trichloroacetic a... 13.83 6.9 ng 171889 5 13.96 495843 20.0
2-Bromotetradecane 14.42 3.0 ng 74309 5 13.96 495843 20.0
Heneicosane 14.72 4.3 ng 117751 6 15.41 549140 20.0
Heptadecane 15.05 5.6 ng 154891 6 15.41 549140 20.0
2-methyloctacosane 15.84 5.4 ng 149350 6 15.41 549140 20.0
Hexacosane 16.32 3.7 ng 101819 6 15.41 549140 20.0
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