LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG040218\

Data File : BG033500.D

Aca On 2 Apr 2018 23:08 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
3?22'6 J2114-11 032718-SIDIF-)E-D-B
ALS Vial : 23 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-BG031918.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 3.478 27 32 43 rBV 143246 281169 6.70% 1.792%
2 3.566 43 47 57 rvB 89605 139692 3.33% 0.890%
3 6.292 505 511 529 rBV 159746 367978 8.77% 2.345%
4 7.979 793 798 814 rBV2 109662 307688 7.33% 1.961%
5 8.378 858 866 884 rBV 321914 724723 17.27% 4.618%
6 8.866 940 949 959 rBV2 78836 193264 4.61% 1.232%
7 9.195 995 1005 1022 rBV 509134 1009978 24.07% 6.436%
8 10.064 1146 1153 1173 rBV 382779 917758 21.87% 5.848%
9 11.745 1431 1439 1456 rBV 140850 320282 7.63% 2.041%
10 14.107 1833 1841 1862 rBVY 1386679 2419613 57.66% 15.419%
11 14.900 1967 1976 1986 rBvV 30255 56184 1.34% 0.358%

12 15.481 2068 2075 2088 rBv2 318922 554296 13.21% 3.532%
13 16.950 2318 2325 2341 rBV 857871 1483137 35.35% 9.451%
14 18.208 2533 2539 2552 rBV2 463883 802936 19.14% 5.117%
15 19.007 2670 2675 2682 rBv4 25528 45187 1.08% 0.288%

16 20.728 2962 2968 2981 rBV 3014469 4196115 100.00% 26.740%
17 22.068 3191 3196 3204 rBV5 58090 111813 2.66% 0.713%

18 22.556 3271 3279 3289 rBV2 454987 897751 21.39%% 5.721%
19 26.316 3907 3919 3932 rBvV2 256187 862841 20.56% 5.498%

Sum of corrected areas: 15692405
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033500.D

Aca On 2 Apr 2018 23:08

Operator : SJ/JU

ﬁ?ggle i J2114-11 032718-SIDI-E-D-B
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033500.D
3000000

2500000
2000000
1500000

1000000

9.19
500000 8.38 10.06

348, 6.29 7.98 8.87 11.74

| G VO |G | Y |

Time--> 3.50 4.00 4.50 5.00 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 12.50

Abundance TIC: BG033500.D
3000000 20.73

2500000
2000000
1500000 14.11

1000000 16.95

18.21 22.56
500000 15.48

14.90 J\\ 19.01 22.07

O o B e T e I A B A e o B ey

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 TIC: BG033500.D
3000000

2500000

2000000

1500000

1000000

500000
26.32

O R a L AARA REEAs Raama s e s e o RAR R

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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033500.D

Aca On 2 Apr 2018 23:08

Operator : SJ/JU

ﬁ?ggle i J2114-11 032718-SIDI-E-D-B
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 14.46 ng 139692 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 48 (3.572 min): BG033500.D (-43) (-) m/z 73.00 100.00%

n
5000 43
55 87

340 360 3. 80 4. OO

Obrrrprrrrrrrrprre e bt el e e e || M/ 43.00 44.51%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L Y N L L B
55 340 360 380 4.00
87 m/z 86.95 28.75%
o i \\\ 63 |, 101
T e e e A e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 e
3.40 3.60 380 4.00
5000 41 55 m/z 55.00 27 .76%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- BB R e
73 3.40 3.60 3.80 4.00

m/z 41.00 10.98%

5000
43
oLo2 15 2 ] 53 e | 88

Tt
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.60 380 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033500.D

Aca On 2 Apr 2018 23:08

Operator : SJ/JU

ﬁ?ggle i J2114-11 032718-SIDI-E-D-B
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 2

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

8.38 75.00 ng 724723 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 866 (8.378 min): BG033500.D (-858) (-) m/z 132.00 100.00%
132
5000
96 AR AR R
42 l 463 800 820 840 8.60 8.80
ol L D 0= m/z 68.00 52.95%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R A L
8.00 8.20 8.40 860 8.80
m/z 66.00 34 .59%

OD

69
s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 33.83%
33 105
70
ot Ml e o i i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-  EEEE L R EL L M Eaazaw
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 23.69%

5000
15 39 63 104
ottty b 4 ————
[ | I | I | I I

m/z--> 0 50 100 150 200 250 300 350 400 450 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033500.D

Aca On : 2 Apr 2018 23:08

Operator : SJ/JU

Sample : J2114-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Dimethyl phthalate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.03 ng 56184 Acenaphthene-d10 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl phthalate 194 C10H1004 000131-11-3 97
2 Methvl octvl phthalate 292 C17H2404 091485-83-5 78
3 Phthalic acid. 4-fluoro-2-nitrop... 319 C15H10FNO6 1000315-63-4 78
4 Heptvl methvl phthalate 278 C16H2204 1000373-88-4 78
5 Phthalic acid, cyclohexylmethyl ... 276 C16H2004 1000309-05-8 72
Abundance Scan 1976 (14.900 min): BG033500.D (-1967) (-) m/z 163.00 100.00%
163
5000
77 LA BN SURIURE B
50 92 133 194 14.60 14.80 15.00 15.20
o R OV P W NS N — m/z 77.00 21.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55707: Dimethyl phthalate
163
5000 RS AR AR R
14.60 14.80 15.00 15.20
50 7792 m/z 164.00 17 .20%
0"'I”"I“M'I“'JI”l'%ﬂq'”%ﬁi'"Wl"W'}?j"”l"”I'“'I”"P"'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
163
|
14.60 14.80 15.00 15.20
5000 m/z 76.00 10.45%
181
olL15 41 56 7192 120135 208 249 292
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160227: Phthalic acid, 4-fluoro-2-nitrophenyl methy! ester L R RRRAR R
163 14.60 14.80 15.00 15.20
m/z 92.00 9.42%
5000
oL 30 50 7792 120 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033500.D

Aca On 2 Apr 2018 23:08

Operator : SJ/JU

ﬁ?ggle i J2114-11 032718-SIDI-E-D-B
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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-Tetradecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.07 2.49 ng 111813 Chrysene-di12 22.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 90
Abundance Scan 3196 (22.068 min): BG033500.D (-3191) (-) m/z 57.00 100.00%
9 oo
5000
140162 104 219 281 415 21.80 22.00 22.20 22.40
0 m/z 54.95 93.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58272: 1-Tetradecene
43
5000
21.80 22.00 22.20 22.40
m m/z 43.00 85.50%
Ll \ h XL
m/z--> éo 260 2éo 360 3%0 460
Abundance
57 83
| 21.80 22.00 22,20 22.40
5000 11 m/z 83.05 80.20%
29 139
o 167 195 222 250 280 308 336
m/z--> éo 160 1%0 260 2éo 360 3%0 460
Abundance #166292: Behenic alcohol
56 83 21.80 22.00 22.20 22.40
m/z 97.00 T77.77%
5000 1l
29
ol k. J ‘ Llﬁ9.1§7 196 224 252 280 308
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1;0 4(')0 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BG033500.D

Acq On 2 Apr 2018 23:08
Operator : SJ/JU

Sample - J2114-11

Misc :

ALS Vial :

Quant Method
Quant Title

23 Sample Multiplier: 1

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

\\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG040218\

032718-SIDI-E-D-B

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
| # RT Resp Conc]

TIC Top Hit name RT EstConc
Butane, 2-methoxy. .. 3.57 14.5
unknown8.38 8.38 75.0
Dimethyl phthalate 14.90 2.0
1-Tetradecene 22.07 2.5

Units Response
ng 139692
ng 724723
ng 56184
ng 111813

8270-BG031918.M Tue Apr 03 13:13:07 2018

1 8.86 193264 20.0
1 8.86 193264 20.0
3 15.48 554296 20.0
5 22.56 897751 20.0
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