LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038942.D

Aca On > 4 Jan 2019 23:04

Operator : JU/SJ

Sample : K1029-03

Misc :

ALS Vial : 15 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-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 heiaht area % max. total
1 3.167 9 13 22 rVB 37632 59453 2.64% 0.624%
2 5.130 341 347 355 rBV 12833 22650 1.00% 0.238%
3 5.600 420 427 437 rBV 174167 297339 13.18% 3.120%
4 7.204 693 700 712 rBV 115247 214960 9.53% 2.256%
5 7.574 756 763 773 rBV 349644 623958 27.66% 6.547%

8.044 836 843 850 rBV 88470 148516 6.58% 1.558%
8.367 890 898 907 rVvB 325983 583294 25.86% 6.121%
9.225 1036 1044 1059 rBvV 279491 524746 23.26% 5.506%
114934 212977 9.44% 2.235%
13.302 1731 1738 1749 rBV 882237 1375693 60.98% 14.435%
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11 14.131 1871 1879 1885 rBV 25673 43216 1.92% 0.453%
12 14.683 1965 1973 1984 rBV2 200488 342314 15.17% 3.592%
13 16.175 2220 2227 2242 rBV3 696221 1176380 52.15% 12.344%
14 17.433 2434 2441 2449 rBvV2 286080 438355 19.43% 4_.600%
15 20.036 2878 2884 2895 rBV 1673035 2255952 100.00% 23.672%

16 21.305 3096 3100 3109 rBvV3 26059 51361 2.28% 0.539%
17 21.710 3162 3169 3181 rBvV 269736 482633 21.39% 5.064%
18 22.456 3291 3296 3304 rBV5 13776 29394 1.30% 0.308%
19 23.156 3410 3415 3420 rvB2 17815 34460 1.53% 0.362%
20 23.349 3443 3448 3456 rVB3 19795 40218 1.78% 0.422%
21 23.960 3548 3552 3562 rVB5 20338 48954 2.17% 0.514%
22 24.924 3708 3716 3720 rBV2 15823 39516 1.75% 0.415%
23 25.006 3720 3730 3744 rVvB2 151349 449746 19.94% 4_.719%
24 26.058 3902 3909 3919 rVB6 12060 33995 1.51% 0.357%
Sum of corrected areas: 9530080
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG010419\
Data File : BG038942.D

Aca On 4 Jan 2019 23:04

Operator : JU/SJ

Sample : K1029-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .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: BG038942.D
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Time--> 3.50 400 450 500 550 6.00 6.50 7.00 750 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038942.D

20.04
1500000

1000000
13.30

16.18

500000

17.43 21.71
14.68

o 14.13 A J( 21.30 22.46

Time--> 13.00 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: BG038942.D
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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\BG010419\
Data File : BG038942.D

Aca On : 4 Jan 2019 23:04

Operator : JU/SJ

Sample : K1029-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.17 8.01 ng 59453 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 45
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Acetamide. N-(2-hvdroxv-3-penten... 143 C7H13N0O2 093393-95-4 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 13 (3.167 min): BG038942.D (-9) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\
55.0 87.0
3.20 3.30 3.40 3.50 3.60
Obrrrrrrrprrrrprrrr e i o8 Lt e M7z 43.00  48.34%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- \//\\AW
73.0
5000 AN U U IR IR A
43.0 3.20 3.30 3.40 3.50 3.60
' 55.0 87.0 m/z 55.00 33.41%
o ,2,9|'0 35.0  |,|| 50.0 | 67.0 | |, 80.0 |
mz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #13730: 3-Hexanol, 2,4-dimethyl-
73.0
48.0 550 AN U U IR IR A
: 3.20 3.30 3.40 3.50 3.60
5000 87.0 m/z 87.00 27 .39%
29.0 39
\ i il 674 | L
Orrrrprr e e T e
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methy!- L
73.0 3.20 3.30 3.40 3.50 3.60
m/z 45.00 12.06%
5000 43.0
58.0
29.0 8.0
0'”P”WJJ“”W””P”W””P”W””P”W””"'””P”WJ”P”W” A U RS IR IR A
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.20 3.30 3.40 3.50 3.60

8270-BG121218.M Mon Jan 07 00:09:05 2019

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038942.D

Aca On : 4 Jan 2019 23:04

Operator : JU/SJ

Sample : K1029-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4

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

5.13 3.05 ng 22650 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 5
5 Oxetane, 2,2-dimethyl- 86 C5H100 006245-99-4 4

Abundance Scan 347 (5.130 min): BG038942.D (-341) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I AN R L U
| 85.9 480 5.00 5.20 5.40
R e o o e e I m/z 59.00 52.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B RRRRE AN LR RN
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.00 20.04%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 540
5000 m/z 58.00 15.24%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40
m/z 40.95 7.99%
5000
101.0
150 310 | %80 69,0 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038942.D

Aca On : 4 Jan 2019 23:04

Operator : JU/SJ

Sample : K1029-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.57 Concentration Rank 1

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

7.57 84 .03 ng 623958 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 762 (7.568 min): BG038942.D (-756) (-) m/z 132.00 100.00%
132.0
5000 68.0 A
400 549 ‘ | 780 %I'O 6o 720 7.40 7.60 7.80 8.00
Ol bt bl RO L 080 L m/z 68.00  39.89%
m/z--> 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 SR RS UL R
720 7.40 7.60 7.80 8.00
210 510 m/z 133.90 30.90%
OIIIII|'"I!II'!"I”"'I"'!i'"7'PI0""I""IIIII TTTTTTTTTT IIIIIII
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.00 30.66%
70.0
31.0
0 ‘ 44.0 L, 60‘\0 860 | 116.0 !
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- s B Ramm
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.93%
5000
69.0
390 *? ‘ 89.0 103.0
0....,....‘:‘”..‘.“‘” |...‘.|..‘??R...|...‘.|.‘l‘..|1.1.5.9|....| | 1 S 15 N MR
m/z--> 30 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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038942.D

Aca On : 4 Jan 2019 23:04

Operator : JU/SJ

Sample : K1029-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.13 ng 51361 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tride... 346 C1l6H27F502 959261-22-4 86
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 72
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 68
4 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 64
5 1-Heneicosanol 312 C21H440 015594-90-8 62
Abundance Scan 3099 (21.299 min): BG038942.D (-3096) (-) m/z 57.00 100.00%
5000
206.9
‘ ||| | ‘ 266.9 340.9 21.00 21.20 21.40 21.60
3 I— L '“'".,'....,.'..'.,....', m/z 55.00 76.34%
m/z--> 100 200 250 300
Abundance #180910: Pentafluoropropionic acid, tridecyl ester
690
97.0
5000 SRR SR BRI UM
21.00 21.20 21.40 21.60
5.0 m/z 43.00 69.91%
ol15 J“]mem 227.0 328.0
m/z--> 100 150 200 250 300
Abundance #185169: Heptadecy! trifluoroacetate
57.0
970 21.00 21.20 21.40 21.60
5000 m/z 96.95 60.32%
29.0 125.0
ol Ll \‘MHMM&mmM%ozwo 334.0
m/z--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane R E e EARE RS S
57. 21.00 21.20 21.40 21.60
97.0 m/z 41.00 52 .05%
5000
29.0 125.0
o \‘ \ 1 I1540 196.02240 269.0 3200
m/z--> 100 200 250 300 ' 21.00 2120 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038942.D

Aca On : 4 Jan 2019 23:04

Operator : JU/SJ

Sample : K1029-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.96 2.18 ng 48954 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 50
2 5.5-Diethvlheptadecane 296 C21H44 1000360-41-7 47
3 Heptadecane 240 C17H36 000629-78-7 47
4 Tritetracontane 605 C43H88 007098-21-7 47
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 47
Abundance Scan 3552 (23.960 min): BG038942.D (-3548) (-) m/z 57.00 100.00%
57.0
5000
5.9 13291691 2069 23.60 23.80 24.00 24.20
o/ — ,l.'|. '}.“ ol o o by EC 3880 0 sz 43.00  74.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 AR BRI UL B
23.60 23.80 24.00 24.20
m/z 71.00 58.14%
o lll 141.0 1830 225.0 267.0 309.0 351.0 437.0
m/z--> 55 160 150 200 250 300 350 400 '
Abundance #141436: 5,5-Diethylheptadecane
57.0
23.60 23.80 24.00 24.20
5000 1270 m/z 85.00 39.94%
267.0
0 J 5 ;I"b i Il | 169 0203 0
m/z--> 50 100 1%0 200 250 300 350 400 '
Abundance #94344: Heptadecane
57.0 23.60 23.80 24.00 24.20
m/z 69.00 20.83%
5000
s ||| 70 1410 1830 2400
m/z--> 50 100 150 200 250 300 350 400 ' 2360 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
Data File : BG038942.D

Acq On : 4 Jan 2019 23:04

Operator : JU/SJ

Sample - K1029-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
Butane, 2-methoxy... 3.17 8.0 ng 59453 1 8.04 148516 20.0
2-Pentanone, 4-hy... 5.13 3.0 ng 22650 1 8.04 148516 20.0
unknown7 .57 7.57 84.0 ng 623958 1 8.04 148516 20.0
Pentafluoropropio... 21.30 2.1 ng 51361 5 21.71 482633 20.0
Hentriacontane 23.96 2.2 ng 48954 6 25.01 449746 20.0
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