LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG030217\
Data File : BG026044.D

Aca On : 3 Mar 2017 00:34

Operator : SJ/MA

Sample : 12056-11

Misc :

ALS Vial : 22 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 G\METHODS\8270-BG021717.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 3.767 69 73 85 rvB 57934 100885 1.47% 0.271%
2 5.171 306 312 322 rVB 296430 441337 6.43% 1.185%
3 5.641 384 392 406 rBVY 2052776 3204550 46.69% 8.607%
4 7.228 652 662 677 rBVY 1893477 3213998 46.83% 8.632%
5 7.604 718 726 735 rBVY 1987368 3375332 49.18% 9.066%

8.074 797 806 813 rBV 322347 548628 7.99% 1.474%
8.397 851 861 875 rvVB 1554092 2653654 38.66% 7.127%
9.225 993 1002 1013 rBV 1096519 1983293 28.90% 5.327%
10.870 1273 1282 1289 rBV 444391 787741 11.48% 2.116%
13.303 1689 1696 1705 rBY 3181941 4936358 71.92% 13.258%

=
QO ~NO®

11 14.120 1827 1835 1841 rBV 372984 533686 7.78% 1.433%
12 14.672 1921 1929 1938 rBV2 640512 1045904 15.24% 2.809%
13 16.153 2174 2181 2199 rBV 2203381 3465961 50.50% 9.309%
14 17.404 2387 2394 2401 rBV2 833895 1280278 18.65% 3.439%
15 18.279 2539 2543 2548 rBV3 54508 79291 1.16% 0.213%

16 20.001 2830 2836 2852 rBV 5079830 6863490 100.00% 18.434%
17 21.288 3051 3055 3065 rBvV 137809 253605 3.69% 0.681%

18 21.646 3110 3116 3124 rBV 726278 1262470 18.39% 3.391%
19 24.842 3651 3660 3677 rBV2 408542 1201350 17.50% 3.227%

Sum of corrected areas: 37231811
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026044.D

Aca On : 3 Mar 2017 00:34

Operator : SJ/MA

Sample : 12056-11

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG021717 .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: BG026044.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026044.D

Aca On : 3 Mar 2017 00:34

Operator : SJ/MA

Sample : 12056-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 Propylene Glycol Concentration Rank 5

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

3.77 3.68 ng 100885 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 64
2 Isopropvl Alcohol 60 C3H80 000067-63-0 50
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 39
4 4-Penten-2-ol 86 C5H100 000625-31-0 39
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 10

Abundance Scan 74 (3.773 min): BG026044.D (-69) (-) m/z 45.10 100.00%
441
5000
3.60 3.80 4.00 4.20
e B8O 222 L7z 43.10 0 15.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #940: Propylene Glycol
45.0
5000 R S L L
3.60 3.80 4.00 4.20
m/z 61.10 9.46%
1‘??”,“,‘76,0,,, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45.0
360 380 4.00 4.20
5000 m/z 44.10 6.48%
19.0
wmwmrrwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #944. R—(—)—l,Z—propanedioI LI L L B L LB B
45.0 3.60 3.80 4.00 4.20
m/z 57.10 3.38%
5000
190
‘,\‘,“,76,0,,, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026044.D

Aca On : 3 Mar 2017 00:34

Operator : SJ/MA

Sample : 12056-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 3

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

5.17 16.09 ng 441337 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 16
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 312 (5.171 min): BG026044.D (-306) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 N
83.1 480 500 520 5.40 5.60
...,....,....,....','.':..,..'!~Ii..?.g,-?...,.-...,....',....,....,....1?:2]-.9.,. m/z 59.10 80.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL R UL UL
59.0 480 500 520 540 560
m/z 101.10 26 .99%
31.0 101.0
'“w'”w'”ﬂ'”ﬂ'“l““|““|“'$%QWH'wh“w'“w'“'VH'V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
430 59.0
480 500 520 540 560
5000 18.0 m/z 58.10 23.19%
31.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- B B B
59.0 480 500 520 5.40 5.60
m/z 41.10 8.62%
5000
41.0
'“w'”w'mm'”mb“lﬁ“i““rﬁq'ﬁqp“'wk“w'“w'“'VH'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 5.40 5.60

8270-BG021717.M Fri Mar 03 04:52:04 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026044.D

Aca On : 3 Mar 2017 00:34

Operator : SJ/MA

Sample : 12056-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 unknown7.60 Concentration Rank 1

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

7.60 123.05 ng 3375330 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
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 725 (7.598 min): BG026044.D (-718) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 T L T LT T
400 540 7.20 7.40 7.60 7.80 8.00
et ool e 889 Ly w2 WL 0768010 41.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL IR IR U
7.20 7.40 7.60 7.80 8.00
310 510 ‘ m/z 134.10 33.59%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 26.83%
41.0 97.0
53.0
79.0 117.0

wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14 .99%
5000
104.0
66.0
140 27.0 390 510 7 710 g99 ) 1150 |
R N S /W . S L S | /R WS K N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030217\
Data File : BG026044.D

Aca On : 3 Mar 2017 00:34

Operator : SJ/MA

Sample : 12056-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 4.02 ng 253605 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 3055 (21.288 min): BG026044.D (-3051) (-) m/z 57.10 100.00%
511 97.2
5000
252 21.00 21.20 21.40 21.60
207.1 . ) ) )
— 22 2804 350 "m/z 83.10 96.58%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 L U BURRILR BRI B
21.00 21.20 21.40 21.60
125.0 m/z 97.20 79.13%
HN\JWJMMM}Bmm”ﬂM”M%“
m/z--> 160 150 260 2éo 300 350
Abundance
55.0 83.0
21.00 21.20 21.40 21.60
5000 111.0 m/z 55.10 78.05%
27,0 139016801960 238.0266.0
m/z--> éo 160 1éo 260 2éo 360 350
Abundance #166292: Behenic alcohol R S SRS e
55.0 83.0 21. oo 21 20 21. 40 21. 60

m/z 69.10 71.66%

5000 111.0
139.0
270 | || H L L) 1396701060 224 0252028003080
Pl L L) 27 0196.0224.0252.0280.0308.0

m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG030217\
Data File : BG026044.D

Acq On : 3 Mar 2017 00:34

Operator : SJ/MA

Sample - 12056-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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]
Propylene Glycol 3.77 3.7 ng 100885 1 8.07 548628 20.0
2-Pentanone, 4-hy... 5.17 16.1 ng 441337 1 8.07 548628 20.0
unknown? .60 7.60 123.1 ng 3375330 1 8.07 548628 20.0
1-Nonadecene 21.29 4.0 ng 253605 5 21.65 1262470 20.0
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