LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121718\

Data File : BG038656.D

Acq On - 17 Dec 2018 10:26 Instrument :
Operator : JU/SJ BNA_G

Sample - J6424-02 ClientSampleld :
Misc : EB12 12-14

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 height area % max. total

3.734 107 110 118 rVB2 14433 23237 1.28% 0.262%
5.144 345 350 358 rvB 20904 35239 1.94% 0.398%
rvB 369388 623616 34.26% 7.039%
7.213 694 702 716 rVB 386949 725073 39.84% 8.184%
7.589 758 766 775 rVB 356473 637417 35.02% 7.195%
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8.059 839 846 853 rBV 72802 124374 6.83% 1.404%
8.382 893 901 911 rBV 274860 492337 27.05% 5.557%
rBv 232526 436592 23.99% 4.928%
10.873 1319 1325 1333 rBVY 87087 164398 9.03% 1.856%
13.317 1733 1741 1756 rBV 607534 991123 54.45% 11.187%
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11 14.140 1876 1881 1887 rBV 63759 94946 5.22% 1.072%
12 14.698 1969 1976 1986 rBV2 149751 248323 13.64% 2.803%
13 16.184 2223 2229 2245 rBV 514288 805453 44 .25% 9.091%
14 17.442 2437 2443 2453 rBV2 214459 345347 18.97% 3.898%

15 18.305 2584 2590 2600 rBVvV4 12440 21401 1.18% 0.242%
16 19.710 2825 2829 2835 rBvV 70360 80717 4_.43% 0.911%
17 20.045 2880 2886 2895 rVB 1418383 1820079 100.00% 20.543%
18 20.750 3002 3006 3010 rVB 50568 57373 3.15% 0.648%
19 20.808 3010 3016 3020 rBvV 16115 18776 1.03% 0.212%
20 21.314 3095 3102 3115 rBV2 23004 47937 2.63% 0.541%
21 21.719 3165 3171 3181 rVB2 235940 408242 22.43% 4 .608%
22 21.866 3190 3196 3202 rVB 20855 30845 1.69% 0.348%
23 22.477 3294 3300 3307 rBV 21559 36519 2.01% 0.412%
24 23.176 3409 3419 3426 rBV2 26347 56396 3.10% 0.637%
25 23.987 3548 3557 3566 rBV3 23937 58788 3.23% 0.664%
26 24.945 3711 3720 3722 rBV3 19121 33982 1.87% 0.384%
27 25.021 3724 3733 3749 rVB2 133654 396707 21.80% 4_.478%
28 26.096 3906 3916 3924 rVB7 14250 44469 2.44% 0.502%
Sum of corrected areas: 8859706
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

BG038656.D

17 Dec 2018 10:26

JussJ

J6424-02

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

h 3.73

TIC: BG038656.D

5.61 7.21 7.59

8.38 923
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10.87
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Time-->
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TIC: BG038656.D

13.32
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Time-->
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23.

TIC: BG038656.D
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038656.D

Acq On : 17 Dec 2018 10:26

Operator : JU/SJ

Sample - J6424-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 5.67 ng 35239 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Formamide, N-butyl- 101 C5H11NO 000871-71-6 9
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 349 (5.138 min): BG038656.D (-345) (-) m/z 43.00 100.00%
43
5000 59
o | o 101 480 500 520 540
Ok e e e b e e e m/z 59.00 49 _.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I IR L I
59 480 500 520 540
m/z 101.00 15.57%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30 58
480 500 520 540
5000 m/z 58.00 15.24%
46
18 39 2 100
e S S S SULIURS SUSI L IS IULIULS SULILS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl-
43 480 5.00 5.20 5.40
m/z 41.00 6.67%
5000
0 2\9 [ 5\5 8\3 98
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540

8270-BG121218.M Tue Dec 18 16:11:14 2018

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038656.D

Acq On : 17 Dec 2018 10:26

Operator : JU/SJ

Sample - J6424-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 3 unknown7.59 Concentration Rank 1

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

7.59 102.50 ng 637417 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 766 (7.589 min): BG038656.D (-758) (-) m/z 131.90 100.00%
32
5000 68
75 103 ‘ 720 7.40 7.60 7.80 8.00
o..,....,....,...!l'!.‘.‘?" 61'-‘ |, U1 SN Nl L T N m/z 68.00 40.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o NSRS AR SRS RS
7.20 7.40 7.60 7.80 8.00
21 70 m/z 66.00 32.32%
. 4451 60 | 77 g5 | 405 156 |
mzs 10 20 % 4 50 6 7o 8 80 100 110 130 130 140
Abundance
132
69 R L LU L L
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 133.90 32.29%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 19.74%
5000
o 15 28 3 82 G 77 90 104 46 |
mz> 10 20 % 40 50 8 7o 8 80 100 110 130 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038656.D

Acq On : 17 Dec 2018 10:26

Operator : JU/SJ

Sample - J6424-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.71 3.95 ng 80717 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 43
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 38
4 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 27
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 27

Abundance Scan 2829 (19.710 min): BG038656.D (-2825) (-) m/z 56.00 100.00%
56
5000
257
129 239 AAARRAUNARUARRAARAES
39 i “| | 101 157 185 213 312 19.40 19.60 19.80 20.00
Orrrprrrr b e bl ,,,' b m/z 57.00 55.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000
257 19.40 19.60 19.80 20.00
29 3 129 239 m/z 43.00 48.18%
o e s s s g 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
19.40 19.60 19.80 20.00
5000 m/z 41.00 46.02%
4 239
257
& 129
ol 18 98113 157 185 213 282 312
R RN LR RS LA LA AR LA AR LA LA ALY LA LR AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56 19.40 19.60 19.80 20.00
m/z 55.00 41.30%
5000
29 73
0 ‘ ‘ i ﬂ‘ ik s 17 185 213 297 a1 312
m/z--> 2'0 40 60 80 100 150 140 160 180 200 220 240 260 280 300 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038656.D

Acq On : 17 Dec 2018 10:26

Operator : JU/SJ

Sample - J6424-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 6 Octadecanoic acid, 2-methyl... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.75 2.81 ng 57373 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 50
2 Butyl myristate 284 C18H3602 000110-36-1 50
3 3-[N-Aziridyl]propionaldehyde se... 156 C6H12N40 1000256-01-8 38
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35

Abundance Scan 3006 (20.750 min): BG038656.D (-3002) (-) m/z 55.95 100.00%
56
5000
285 N
73 g7 129 041 267 IR AR SUNLIE SN
3& 185 340 20.40 20.60 20.80 21.00
I I|-~M.'1,' al, B i SR | .L. 22 "m/z 57.00 62.39%
miz--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester
57
5000
29 085 20.40 20.60 20.80 21.00
‘ a3 12 o867 m/z 43.00 41.95%
T ey 85 g o | gy 0
miz--> 50 100 150 200 250 300
Abundance
56
20.40 20.60 20.80 21.00
5000 72 m/z 41.00 37.19%
73 211
129 284
o 39 101 157 255
miz--> 50 100 150 200 250 300
Abundance #28615: 3-[N-Aziridyl]propionaldehyde semicarbazone
56 20.40 20.60 20.80 21.00
m/z 55.00 36.46%
5000
97
0,,,,\ﬂl.‘,‘L‘qol\l‘lllé}llé}Ols?, e —
miz--> 50 100 150 200 250 300 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038656.D

Acq On : 17 Dec 2018 10:26

Operator : JU/SJ

Sample - J6424-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 1-Octadecanesulphonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.31 2.35 ng 47937 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 86
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80
3 Tetratetracontane 619 C44H90 007098-22-8 53
4 Hexadecane 226 C16H34 000544-76-3 52
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 52
Abundance Scan 3101 (21.308 min): BG038656.D (-3095) (-) m/z 57.00 100.00%
57
5000
i | 221 Heq 21.00 21.20 21.40 21.60
oY e m/z 43.00 71.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphony! chloride
57
5000
1 21.00 21.20 21.40 21.60
( m/z 55.00 57 .33%
s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
21.00 21.20 21.40 21.60
5000 m/z 85.00 41.74%
97
ol26 139169 239 291
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57 21.00 21.20 21.40 21.60
m/z 71.00 39.90%
5000
97
0 14 183 225 267 309 351 393423 463 505 561591
m/z--> 55 160 150 200 250 300 350 400 450 500 550 600 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038656.D

Acq On : 17 Dec 2018 10:26

Operator : JU/SJ

Sample - J6424-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.18 2.76 ng 56396 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Nonadecane 268 C19H40 000629-92-5 72
5 Hexatriacontane 507 C36H74 000630-06-8 72
Abundance Scan 3420 (23.182 min): BG038656.D (-3409) (-) m/z 57.00 100.00%
57
5000
I|9 141 193 281 355 22.80 23.00 23.20 23.40
o e m/z 43.00 60.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57
5000
22.80 23.00 23.20 23.40
m/z 71.00 49 .73%
NEINE Y 83 225 22
m/z--> §0 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
22.80 23.00 23.20 23.40
5000 m/z 85.00 32.76%
7
0 127 169 211 253 295 337 393 432463 505 561591
m/z--> §0 160 150 200 250 300 350 460 450 500 séo 660
Abundance #209566: Octacosane
57 22.80 23.00 23.20 23.40
m/z 55.00 26.63%
5000
9
0 26 ‘ 141 183 225 281 337 394
m/z--> §0 160 150 200 250 300 350 460 4éo 560 séo 660 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038656.D

Acq On : 17 Dec 2018 10:26

Operator : JU/SJ

Sample - J6424-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 10 Sulfurous acid, butyl dodec... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.10 2.24 ng 44469 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Octacosane 394 C28H58 000630-02-4 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 72
Abundance Scan 3917 (26.102 min): BG038656.D (-3906) (-) m/z 57.00 100.00%
57
5000
97
| 209 282 355 25.80 26.00 26.20 26.40
o I m/z 71.00 65.45%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57
5000
25.80 26.00 26.20 26.40
m/z 43.00 63.69%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
25.80 26.00 26.20 26.40
5000 m/z 85.10 45 _35%

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

O e T T T T [ T [T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57 25.80 26.00 26.20 26.40
m/z 55.00 26 .44%
5000

}f% 183 225 267 309 351 437

e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038656.D

Acq On : 17 Dec 2018 10:26

Operator : JU/SJ

Sample - J6424-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
2-Pentanone, 4-hy... 5.14 5.7 ng 35239 1 8.06 124374 20.0
unknown? .59 7.59 102.5 ng 637417 1 8.06 124374 20.0
Hexadecanoic acid... 19.71 4.0 ng 80717 5 21.72 408242 20.0
Octadecanoic acid... 20.75 2.8 ng 57373 5 21.72 408242 20.0
1-Octadecanesulph... 21.31 2.4 ng 47937 5 21.72 408242 20.0
Eicosane 23.18 2.8 ng 56396 5 21.72 408242 20.0
Sulfurous acid, b... 26.10 2.2 ng 44469 6 25.02 396707 20.0
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