LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104103.D

Aca On : 30 Mar 2018 20:01

Operator : JU/SJ

Sample : J2128-01

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 - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 2.304 32 37 43 rVB 99216 131063 5.06% 0.561%
2 5.204 526 530 537 rBV 66911 98128 3.79% 0.420%
3 5.592 592 596 634 rBY 1567231 2369824 91.42% 10.137%
4 6.592 762 766 785 rBVY 1614806 2434302 93.90% 10.412%
5 6.727 785 789 810 rVB 2026845 2592378 100.00% 11.089%
6 6.957 824 828 850 rVvVv 379029 613197 23.65% 2.623%
7 7.110 850 854 880 rVB 1610912 1774632 68.46% 7.591%
8 7.522 920 924 947 rBVY 1041865 1599156 61.69% 6.840%
9 7.674 947 950 955 rVB 23045 26683 1.03% 0.114%
10 8.233 1042 1045 1073 rBvY 622095 907997 35.03% 3.884%
11 9.310 1223 1228 1237 rBvV 1917467 2180202 84.10% 9.325%
12 9.410 1243 1245 1256 rVB4 20175 34699 1.34% 0.148%
13 9.698 1288 1294 1301 rBV 173584 185846 7.17% 0.795%
14 9.904 1325 1329 1332 rVB 63203 51034 1.97% 0.218%
15 9.992 1340 1344 1357 rBv2 986502 1042274 40.21% 4 .458%
16 10.404 1411 1414 1417 rVB 81352 60861 2.35% 0.260%
17 10.621 1446 1451 1454 rBvV 22263 28129 1.09% 0.120%

18 10.786 1475 1479 1491 rBV 1371738 1809937 69.82% 7.742%
19 10.874 1491 1494 1505 rVB 73814 107830 4.16% 0.461%
20 11.492 1595 1599 1615 rBV 804130 1058831 40.84% 4_.529%

21 11.992 1681 1684 1689 rBV 23382 29835 1.15% 0.128%
22 12.945 1839 1846 1854 rVB3 22439 29401 1.13% 0.126%
23 13.074 1863 1868 1885 rBV 2249771 2459696 94.88% 10.521%
24 13.945 2013 2016 2022 rBV 190322 207497 8.00% 0.888%
25 14.139 2045 2049 2060 rBV 724384 871385 33.61% 3.727%

26 15.674 2304 2310 2323 rBV 395809 638941 24.65% 2.733%
27 16.174 2390 2395 2401 rBVS8 15448 35179 1.36% 0.150%

Sum of corrected areas: 23378937
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104103.D

Aca On : 30 Mar 2018 20:01

Operator : JU/SJ

Sample : J2128-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104103.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104103.D

Aca On : 30 Mar 2018 20:01

Operator : JU/SJ

Sample : J2128-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.30 4.27 ng 131063 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 12

Abundance Scan 36 (2.298 min): BF104103.D (-32) (-) m/z 73.05 100.00%
7B
5000 j\
43 o g7 L R
| 220 240  2.60
O”I””P'”P“Jhlﬁ'”ﬁ“'JJ”I””P'”P“W'”W”'W“”I””P" m/z 43.05 33.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl- JL"
73
5000 T T
220 240  2.60
‘ 55 87 m/z 87.10 26.11%
O'W”'W'NW'“'””'P'”P'”Ll”l””l“”l”'ﬁ”'ﬁ'”ﬁ'”'P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 LN SN
220 240  2.60
5000 41 55 m/z 55.00 22 .24%
29
0 65 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether M —— T
73 220 240  2.60
m/z 41.00 11.65%
5000
45 59
ol 15 29 7] 87 103 130 147
m/z--> 10 20 35 40 50 60 70 80 90 100 110 120 130 140 150 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104103.D

Aca On : 30 Mar 2018 20:01

Operator : JU/SJ

Sample : J2128-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.20 3.20 ng 98128 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 23
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 529 (5.198 min): BF104103.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 S S U
| 51| 83 480 5.00 520 5.40 5.60
-ttt m/z 59.00 64 .44%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS S LR
480 5.00 520 5.40 5.60
m/z 101.00 22.12%
o263 a8 | 88 o3 0
mz-> 20 30 40 50 60 70 8 9 100 110
Abundance
43 59
480 500 520 540 5.60
5000 m/z 58.00 14 .89%
29 53 71 83 99
S B L S SO S SN SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e AR
59 480 5.00 520 5.40 5.60
m/z 41.00 12.23%
5000
41
ot 1, 3611146 83,00, 73 8 |
m/z--> 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104103.D

Aca On : 30 Mar 2018 20:01

Operator : JU/SJ

Sample : J2128-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 1

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

6.73 84 .55 ng 2592380 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.727 min): BF104103.D (-785) (-) m/z 132.00 100.00%
5000 68 ﬂ\
6 rTTTTTTTTTTT T TR T T T
40 ,_ 54 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,::..??.l.' S S W . S [ N m/z 68.05 38.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S AR RS AN U
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.02%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 24 .53%
104
oL 14 27 37 4451 58 6 77 g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00
m/z 69.05 15.51%
5000
ob A5, 28 39 %2 N At I | K\__
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104103.D

Aca On : 30 Mar 2018 20:01

Operator : JU/SJ

Sample : J2128-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.04 ng 107830 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Dodecane. l-iodo- 296 C12H251 004292-19-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1493 (10.868 min): BF104103.D (-1491) (-) m/z 57.00 100.00%
57
5000 85
J
3 113 142 236 10.60 10.80 11.00 11.20
0 m/z 43.10 73.04%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94345: Heptadecane
57
5000 85 L SR S I B
10,60 10.80 11.00 11.20
29 m/z 71.00 70.34%
o ! 169 1% 240
m/z-> 20 45 eb éo 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10,60 10.80 11,00 1120
5000 85 m/z 85.10 50.81%
29
. 113 155 183
LA LR IR IR SR LR LAY LALAS LA SRR LALAN RALAY LA UAARN LA LAARI AN
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane AL m e R M
57 10.60 10.80 11.00 11.20
m/z 41.10 32.61%
5000 85
29 113
0 | 141169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104103.D

Aca On : 30 Mar 2018 20:01

Operator : JU/SJ

Sample : J2128-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.94 4.76 ng 207497 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 95
Abundance Scan 2015 (13.939 min): BF104103.D (-2013) (-) m/z 57.00 100.00%
a7
5000 111
139 207226 281 13.60 13.80 14.00 14.20
o} bt m/z 83.05 96 .56%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000
125 13.60 13.80 14.00 14.20
m/z 97.05 92.11%
ot i, ‘ h ‘m i 4‘ ;i ‘.181 209 236 264 292 320 350 378
m/z--> 50 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 69.05 91.79%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #194133 Dichloroacetic acid, heptadecy! ester
57 13.60 13.80 14.00 14.20
m/z 55.05 91.72%
5000
29
ol dub | u 4 h i ?9|.168191|210 28 266 205 S |
m/z--> 50 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033018\
Data File : BF104103.D

Acq On : 30 Mar 2018 20:01

Operator : JU/SJ

Sample - J2128-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Butane, 2-methoxy... 2.30 4.3 ng 131063 1 6.96 613197 20.0
2-Pentanone, 4-hy... 5.20 3.2 ng 98128 1 6.96 613197 20.0
unknown6.73 6.73 84.5 ng 2592380 1 6.96 613197 20.0
Heptadecane 10.87 2.0 ng 107830 4 11.49 1058830 20.0
1-Heptacosanol 13.94 4.8 ng 207497 5 14.14 871385 20.0
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