LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110218\

Data File : BG037758.D

Aca On 2 Nov 2018 17:21 Instrument :
Operator : JU/SJ BNA_G

Sample - J5776-05 ClientSampleld :
Misc - NJ-WHITE

ALS Vial : 4 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 G\METHODS\8270-BG101818.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 3.769 77 82 88 rBv 28514 54851 1.30% 0.234%
2 5.179 316 322 331 rVB 57753 101089 2.40% 0.431%
3 5.638 392 400 415 rBVY 1067541 1809766 42.90% 7.719%
4 7.242 664 673 686 rBY 1146788 2230167 52.86% 9.512%
5 7.624 730 738 750 rBVY 1093625 1969131 46.68% 8.399%

8.100 812 819 826 rBV 199733 348133 8.25% 1.485%
8.423 865 874 882 rBV 803374 1453111 34.45% 6.198%
9.275 1011 1019 1030 rBV 725109 1321991 31.34% 5.639%
10.920 1292 1299 1307 rBV 295323 536846 12.73% 2.290%
13.352 1704 1713 1725 rBV 2002994 3306285 78.37% 14.102%

=
QO ~NO®

11 14.175 1847 1853 1860 rBV 244921 363180 8.61% 1.549%
12 14.733 1937 1948 1958 rBV2 476835 790984 18.75% 3.374%
13 16.219 2194 2201 2217 rBV 1385980 2235961 53.00% 9.537%
14 17.477 2408 2415 2428 rBV2 563704 922406 21.87% 3.934%
15 18.335 2556 2561 2573 rBV2 43583 75104 1.78% 0.320%

16 20.080 2851 2858 2873 rBV 3065353 4218612 100.00% 17.993%
17 21.766 3136 3145 3159 rBvV 500913 938680 22.25% 4.004%

18 23.446 3424 3431 3439 rVB2 43456 89565 2.12% 0.382%
19 25.097 3701 3712 3726 rBv3 192889 679678 16.11% 2.899%

Sum of corrected areas: 23445540
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG110218\
BGO37758.D
2 Nov 2018 17:21

J5776-05

4

TIC Library :

TIC Integration Parameters:

- JU/SJd

Sample Multiplier: 1

C:\Database\NIST11.L

LSCINT.P

NJ-WHITE

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
3000000

2500000

2000000

1500000

1000000

500000

3.77

518

5.64

TIC: BG037758.D

7.24 762

17 .

Time-->

350 4.00 450 500 550 600

6.50

700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

13.35

14.73

14.17

16.22

TIC: BG037758.D
20.08

17.48 21.77

18.33

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

23.45

25.10

TIC: BG037758.D

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\

Data File : BG037758.D

Aca On : 2 Nov 2018 17:21

Operator : JU/SJ

Sample : J5776-05 I
Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 2-Propanone, 1-methoxy- Concentration Rank 4

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

3.77 3.15 ng 54851 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. l-methoxv- 88 C4H802 005878-19-3 56
2 Propvlene Glvcol 76 C3H802 000057-55-6 43
3 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 40
4 (SH-(+)-1.2-Propanediol 76 C3H802 004254-15-3 40
5 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 9

Abundance Scan 82 (3.769 min): BG037758.D (-77) (-) m/z 45.00 100.00%
44.0
5000
390 | g0 610 83.9 3.40 3.60 3.80 4.00 4.20
o,uquupuwuquuwupuqﬂ.hupm“hwhquupmpnq“mnupuwu m/z 43.00 16.56%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2045: 2-Propanone, 1-methoxy-
45.0
5000 SRR AN AR AR
58.0 340 3.60 3.80 4.00 4.20
29.0 m/z 43.95 6.03%
15.0 | 39.0//, 88.0
Oty T T T T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #938: Propylene Glycol
45.0
340 360 380 4.00 4.20
5000 m/z 61.00 6.02%
29.0
. 190 7] 390|| 550610 76.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2120: 2-Butanol, 3-methyl- A AR maE
45.0 3.40 3.60 3.80 4.00 4.20
m/z 45.90 4._.22%
5000
S0 73.0
39. '
oL 150 209 adlll 61.067.0 87.0
miz-> 5 10 15 2 25 30 35 40 45 50 55 60 6 70 75 80 35 90 65 340 360 380 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\

Data File : BG037758.D

Aca On : 2 Nov 2018 17:21

Operator : JU/SJ

Sample : J5776-05 I
Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.18 5.81 ng 101089 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 3-0Octanol 130 C8H180 000589-98-0 28

Abundance Scan 322 (5.179 min): BG037758.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 N RS LR IR
| 83.0 | 4.80 500 520 5.40 5.60
ottt e m/z 59.00 59.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL UL UL I
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 17.23%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 560
5000 m/z 57.95 15.30%
410 101.0
oL 150 30 Tjis00,,| 690 830
LU SR SR SR UL FULRLEL SR SO S LI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- A e S et e
59.0 480 500 520 5.40 5.60
m/z 41.00 8.71%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40 5.60

8270-BG101818.M Mon Nov 05 14:31:03 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\

Data File : BG037758.D

Aca On : 2 Nov 2018 17:21

Operator : JU/SJ

Sample : J5776-05 I
Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 113.13 ng 1969130 1,4-Dichlorobenzene-d4 8.10
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 737 (7.618 min): BG037758.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 AR LAREA RS RARRE R
40.0 54.0 J 7.20 7.40 7.60 7.80 8.00
0 S0 T 2 | m/z 68.00 43.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I IR L
7.20 7.40 7.60 7.80 8.00
310 5L0 m/z 133.90 31.91%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 29.96%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.68%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\

Data File : BG037758.D

Aca On : 2 Nov 2018 17:21

Operator : JU/SJ

Sample : J5776-05 I
Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.45 2.64 ng 89565 Perylene-di12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 83
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 81
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 3432 (23.452 min): BG037758.D (-3424) (-) m/z 69.00 100.00%
69.0
5000
121.0 23.20 23.40 23.60 23.80
190.8 250.8 340.9
ol .-.l,'h. i 4y 1908 28082ep9 3409 1 261700 55.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000
23.20 23.40 23.60 23.80
m/z 41.00 21.96%
137.0
0 29.0[ L 107.0 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
" 23.20 23.40 23.60 23.80
5000 m/z 67.00 15.41%
137.0
A A L0 ars0 210 2rs0  mmo
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.20 23.40 23.60 23.80
m/z 95.00 15.15%
5000
29.0
123.0
0 .‘.L,M“..‘“,'..”.*.‘,.1.77.'9,.... T
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110218\

Data File : BG037758.D

Acq On : 2 Nov 2018 17:21

Operator : JU/SJ

Sample : J5776-05 I
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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-Propanone, 1-me... 3.77 3.1 ng 54851 1 8.10 348133 20.0
2-Pentanone, 4-hy... 5.18 5.8 ng 101089 1 8.10 348133 20.0
unknown7 .62 7.62 113.1 ng 1969130 1 8.10 348133 20.0
Supraene 23.45 2.6 ng 89565 6 25.10 679678 20.0
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