LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102642.D

Aca On : 30 Jan 2018 16:31

Operator : SJ/JU

Sample : J1364-03

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-BF012218.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 4.898 475 478 490 rBV 44246 66305 1.40% 0.197%
2 5.322 546 550 575 rBVY 1750100 2068279 43.82% 6.130%
3 6.357 722 726 735 rBVY 1023563 1342024 28.44% 3.978%
4 6.481 743 747 756 rBVY 3607017 3550584 75.23% 10.524%
5 6.551 756 759 772 rVB 91038 144954 3.07% 0.430%

6 6.710 782 786 794 rBV 1101678 972724 20.61% 2.883%
7 6.863 808 812 816 rBV 3417045 3341650 70.81% 9.904%
8 7.281 878 883 886 rBvV 2728119 2717437 57.58% 8.054%
9 7.992 1000 1004 1021 rBV 1425341 1358835 28.79% 4.028%
10 9.069 1182 1187 1190 rBV 4767031 4719442 100.00% 13.988%
11 9.469 1248 1255 1262 rBV 74687 97966 2.08% 0.290%
12 9.669 1286 1289 1293 rBV 70307 62066 1.32% 0.184%

13 9.745 1298 1302 1312 rVB 1525405 1477610 31.31% 4 _380%
14 10.163 1370 1373 1377 rVB2 193204 185510 3.93% 0.550%
15 10.257 1387 1389 1399 rVB4 34471 62907 1.33% 0.186%

16 10.539 1433 1437 1451 rBV 2366697 2499233 52.96% 7.408%
17 10.657 1451 1457 1468 rvv2 338113 489083 10.36% 1.450%
18 11.233 1551 1555 1574 rBV 1426966 1455715 30.85% 4_.315%
19 12.821 1819 1825 1828 rBV 4034495 4375868 92.72% 12.970%
20 13.704 1971 1975 1984 rBV 175253 233506 4._.95% 0.692%

21 13.874 2000 2004 2017 rBV 1363546 1356793 28.75% 4.021%
22 15.309 2242 2248 2260 rBV 773221 1112908 23.58% 3.299%
23 18.662 2816 2818 2828 rVBS8 20931 47477 1.01% 0.141%

Sum of corrected areas: 33738876
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF013018\

BF102642.D

30 Jan 2018 16:31

SJ/JuU

J1364-03

12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102642.D

Aca On : 30 Jan 2018 16:31

Operator : SJ/JU

Sample : J1364-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.48 Concentration Rank 1

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

6.48 73.00 ng 3550580 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.481 min): BF102642.D (-743) (-) m/z 132.00 100.00%
32
5000
68
| J ' 6.20 'éhb'&'é 60 680
54 75 104 . . . .
o..,....,....,....,".'..7:,:!.??...'....,..?‘.7,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 39.34%
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 "'I""I"k'l""l""
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 32.61%
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
89 o 620 640 6.60 6.80
5000 m/z 66.00 24 .99%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.05 15.68%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102642.D

Aca On : 30 Jan 2018 16:31

Operator : SJ/JU

Sample : J1364-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5

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

6.55 2.98 ng 144954 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 78
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 53
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 38

Abundance Scan 759 (6.551 min): BF102642.D (-756) (-) m/z 45.00 100.00%
45
5000
59 _}L
72 e e
|| 104 6.20 6.40 6.60 6.80
)| P U S m/z 59.00 34.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80
72 m/z 72.10 21.08%
o N R OO N o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
6.20 6.40 6.60 6.80
5000 59 72 m/z 73.05 11.69%
31
o 15 89 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9257: Ethanol, 2-(2-methoxyethoxy)-
45 6.20 6.40 6.60 6.80
m/z 43.00 9.64%
5000 31 59
bl sellsz | e 2 a0 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102642.D

Aca On : 30 Jan 2018 16:31

Operator : SJ/JU

Sample : J1364-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Diethyl Phthalate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.16 2.51 ng 185510 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl Phthalate 222 C12H1404 000084-66-2 95
2 Phthalic acid. ethvl 2-methvlbut... 264 C15H2004 1000322-81-0 78
3 Phthalic acid. ethvl hex-3-vl ester 278 C16H2204 1000356-95-2 72
4 Phthalic acid. monoamide. N-ethy... 311 C19H21NO3 1000309-85-4 72
5 Phthalic acid, ethyl pentadecyl ... 404 C25H4004 1000308-93-3 72
Abundance Scan 1373 (10.163 min): BF102642.D (-1370) (-) m/z 149.00 100.00%
149
5000
43 97 177 ——
| | 71 g5 105 12143, 164 | 99 9.80 10.00 10.20 10.40
Ol ettt el L 0182 164 L 222 0 s 57,05 22.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78786: Diethyl Phthalate
149
5000 AU DA
177 9.80 10.00 10.20 10.40
m/z 177.10 20.90%
oL 15 29 50 6576 93105 121 100 | gg3 | 194 222
m/z--> 20 40 60 éo 160 120 140 160 180 200 220
Abundance
149
9.80 10.00 10.20 10.40
5000 m/z 43.05 17.99%
177 105
0 20 4355 70 93104 121 219
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125800: Phthalic acid, ethyl hex-3-yl ester R o R e
149 9.80 10.00 10.20 10.40
m/z 150.00 12.63%
5000
177
195
29 43 6576 93105 121 135 !
m/z--> 20 45 éo 80 160 150 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102642.D

Aca On : 30 Jan 2018 16:31

Operator : SJ/JU

Sample : J1364-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Benzenesulfonamide, N,4-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.66 6.72 ng 489083 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 94
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 81
3 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 53
4 4-Toluenesulfonvimethvl isocvanide 195 C9H9NO2S 036635-61-7 50
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 50
Abundance Scan 1458 (10.663 min): BF102642.D (-1451) (-) m/z 91.00 100.00%
il
5000 1 l
e 155 185 U AU NN SUNURE SR
39 51 | 77 107 21 139 | 10.40 10.60 10.80 11.00
| S YOS ) O LA N~ NS NE— m/z 65.00 24._88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
il
5000
10.40 10.60 10.80 11.00
30 65 155 185 m/z 155.00 22.05%
121
0 15 ‘ ‘\ ?1 \“ o | 198 \‘ 139 ‘ ‘
m/z--> 26 45 eb éo 160 150 110 1éo 1éo 260 250
Abundance
a1
10.40 10.60 10.80 11.00
5000 185 m/z 185.10 20.44%
155
65
30
o 51 77 108 121 139
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73062: Benzenesulfonamide, N,4-dimethyl-N-nitroso- L H 5 T
il 10.40 10.60 10.80 11.00
m/z 92.00 18.21%
5000
155
43
0 30 Teq | 77 | 107120 139 | 168 185 109 214
m/z--> 26 45 eb éo 160 150 110 160 1éo 200 250 10h0 1&60 10%0 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013018\
Data File : BF102642.D

Aca On : 30 Jan 2018 16:31

Operator : SJ/JU

Sample : J1364-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.44 ng 233506 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 1974 (13.698 min): BF102642.D (-1971) (-) m/z 57.00 100.00%

g7

83

:

5000
0 m/z 55.00 88.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LA L L L L L L L L LB
13. 40 13. 60 13. 80 14. OO
29 125 m/z 43.05 83.25%
o L L | | 154 179196 224 251260 330
o aiAaaanas ””.”.“” T
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R R R
13.40 13.60 13.80 14.00
5000 11 m/z 83.10 68.97%
29 139

167 196 224 252 280 308

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R R B e
83 13.40 13.60 13.80 14.00
m/z 97.10 66.33%
5000
o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” - ST e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013018\
Data File : BF102642.D

Acq On : 30 Jan 2018 16:31

Operator : SJ/JU

Sample - J1364-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 .48 6.48 73.0 ng 3550580 1 6.71 972724 20.0
Ethanol, 2-(2-eth... 6.55 3.0 ng 144954 1 6.71 972724 20.0
Diethyl Phthalate 10.16 2.5 ng 185510 3 9.75 1477610 20.0
Benzenesulfonamid... 10.66 6.7 ng 489083 4 11.23 1455720 20.0
Trifluoroacetoxy ... 13.70 3.4 ng 233506 5 13.87 1356790 20.0
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