LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035573.D

Aca On : 3 Jul 2018 6:03

Operator : JU/SJ

Sample = J3800-02

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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

5.174 316 321 329 rBV 30528 50852 1.34% 0.300%
5.644 394 401 409 rBV 334985 560438 14.72% 3.302%
rBv 232404 424729 11.16% 2.503%
7.600 726 734 741 rBV 612058 1058558 27.80% 6.237%
8.064 804 813 820 rBV 126554 213157 5.60% 1.256%
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8.387 859 868 877 rvB 527765 905503 23.78% 5.336%
9.227 1003 1011 1023 rBV 465856 855127 22.46% 5.039%
10.866 1282 1290 1302 rBV 161075 283146 7.44% 1.668%
13.310 1698 1706 1714 rBV 1229395 1964300 51.59% 11.574%
14.127 1839 1845 1855 rVB 93813 138674 3.64% 0.817%

=
QO ~NO®

11 14.685 1933 1940 1949 rBvV2 267019 443021 11.64% 2.610%
12 16.171 2186 2193 2203 rBV 1136188 1832006 48.12% 10.795%
13 17.422 2400 2406 2415 rVB 398540 611948 16.07% 3.606%
14 17.698 2445 2453 2459 rBV 1744422 2307231 60.60% 13.595%
15 18.303 2552 2556 2563 rBV3 53884 83752 2.20% 0.493%

16 20.030 2843 2850 2861 rVB 2861636 3807351 100.00% 22.434%
17 21.687 3125 3132 3143 rVB 437249 731908 19.22% 4_.313%
18 24.912 3672 3681 3696 rVB3 244603 699498 18.37% 4.122%

Sum of corrected areas: 16971199
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO70218\

- BG035573.D

- 3 Jul 2018 6:03

- JU/SJ

- J3800-02

- 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035573.D

7.60
8.39 9.23
5.64
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Abundance

2500000

2000000

1500000

1000000

500000

13.31

TIC: BG035573.D
20,03

17.70

16.17

17.42 21.69

14.68
14.13 ,L 18.30

0
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

2500000

2000000

1500000

1000000

500000

TIC: BG035573.D

24.91

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\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035573.D

Aca On : 3 Jul 2018 6:03

Operator : JU/SJ

Sample = J3800-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Propane, 1,1-dipropoxy- Concentration Rank 4

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

5.17 4.77 ng 50852 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Silane. trimethvl- 74 C3H10Si 000993-07-7 47
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 42
5 3-0Octanol 130 C8H180 000589-98-0 36

Abundance Scan 320 (5.168 min): BG035573.D (-316) (-) m/z 43.15 100.00%
431
5000
o2 450 500 520 540 5,60
1 832 . : . . . .
I .-.-.i....,-.'...-,|....,....,....,....,....,297.2. m/z 59.15 67.58%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #31407: Propane, 1,1-dipropoxy-
59.0
101.0 SRS A -—
2000 4110 4.530 5.60 5.'20 5.210 5.%0
131.0 m/z 101.15 20.33%
o e ‘\ ‘ ‘ b ‘ 159.0
L R SO LI SIS LR SO B LI LI WL UL S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.15 16.08%
15.0 101.0
o 60.0 83.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #799: Silane, trimethyl-
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.25 7.53%
5000
29.0
0'|'“h|'“'|J“Wl“"?“"l“"w"'w"'"'w"'w"“
m/z--> 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035573.D

Aca On : 3 Jul 2018 6:03

Operator : JU/SJ

Sample = J3800-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 99.32 ng 1058560 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 N-(-3.4-Methvlenedioxvohenvlisop... 267 C17H17NO2 1000378-96-6 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10
Abundance Scan 734 (7.600 min): BG035573.D (-726) (-) m/z 132.15 100.00%
13p.2
5000 68.2

7.20 7.40 7.60 7.80 8.00

0 e S . Tm/z 68.15 49.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 | BBLANLLILE BNLEL L N LI L L L

7.20 7.40 7.60 7.80 8.00
m/z 66.10 32.76%

63.0
oS L e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
e
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 30.96%
33.0
70.0
ot Her e e e i i e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #52379: Tranylcypromine-propionyl T B B B
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.52%
5000
1l i 1 \ 189.0
ol e - MMM
m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035573.D

Aca On : 3 Jul 2018 6:03

Operator : JU/SJ

Sample = J3800-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 1,2-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.70 75.41 ng 2307230 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 91
2 Phthalic acid. isobutvl octvl ester 334 C20H3004 1000309-04-5 78
3 Phthalic acid. isobutvl undecvl ... 376 C23H3604 1000308-97-3 72
4 1.2-Benzenedicarboxvlic acid. bu... 278 C16H2204 017851-53-5 72
5 Phthalic acid, isobutyl 2-propyl... 334 C20H3004 1000377-91-9 72
Abundance Scan 2453 (17.698 min): BG035573.D (-2445) (-) m/z 149.15 100.00%
149.2
5000
57.1 L DA B BN SURAL
104.2 180.2 223 2, 6 33 17140 1760 17.80 18.00
o} S PP P WU NNPURD WS 1 U . — m/z 57.15 17.72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125896: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149.0
5000 L DA BN BN SULRAL
17.40 17.60 17.80 18.00
m/z 104.15 11.16%
57.0 104.0 2930
Ob ek 800 e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149.0
17.40 17.60 17.80 18.00
5000 m/z 150.15 10.70%
29.0 970 104.0 223.0 279.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200563: Phthalic acid, isobutyl undecy! ester R
149.0 17.40 17.60 17.80 18.00
m/z 76.15 9.18%
5000
o220, 70 w080 | o 200 3210 .
miz-> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035573.D

Aca On : 3 Jul 2018 6:03

Operator : JU/SJ

Sample = J3800-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.74 ng 83752 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2555 (18.297 min): BG035573.D (-2552) (-) m/z 43.25 100.00%

.3 73.2

5000
171.3 213.3

256.4 I RN E S RRRESmE e
18.00 18.20 18.40 18.60

0 m/z 73.15 98.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.20 18.40 18.60

83.0 -
157.0 1850 2130 256.0 m/z 60.15 94 _.31%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 41.15 67.91%
185.0
97.0 228.0
0L15:0 157.0 2090
i maa  a B  AARRREaS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid AL
43.0 73.0 18.00 18.20 18.40 18.60
' m/z 129.15 63.63%
5000
‘ 129.0 171.0 214.0
‘ 97.0 ‘ :
0...,.‘...‘,‘.‘..“.“‘.““ ‘,‘1“...“,‘...;,....,%?.2:0.... VNS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG070218\
Data File : BG035573.D

Acq On : 3 Jul 2018 6:03

Operator : JU/SJ

Sample - J3800-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dipr... 5.17 4.8 ng 50852 1 8.06 213157 20.0
unknown? .60 7.60 99.3 ng 1058560 1 8.06 213157 20.0
1,2-Benzenedicarb... 17.70 75.4 ng 2307230 4 17.42 611948 20.0
n-Hexadecanoic acid 18.30 2.7 ng 83752 4 17.42 611948 20.0
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