LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121618\

Data File : BG038649.D

Aca On : 16 Dec 2018 20:45 Instrument :

Operator : JU/SJ ?Z'I\!A_(t;S el
- _ lentosampleld :

3?22'6 ; J6424-05 SODUP02 121318

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 3.734 107 110 115 rBvV 15350 23328 1.46% 0.262%
2 5.145 345 350 357 rVB 21117 34710 2.17% 0.390%
3 5.609 422 429 441 rBV 408926 688433 42.97% 7.729%
4 7.213 695 702 713 rBV 427298 811043 50.63% 9.105%
5 7.589 758 766 777 rVB 400816 717156 44_.77% 8.051%

8.059 839 846 858 rVvB 84082 150407 9.39%% 1.689%
8.382 894 901 910 rVB 308150 553145 34.53% 6.210%
9.240 1039 1047 1057 rBV 252367 489075 30.53% 5.491%
10.879 1319 1326 1339 rBV 107116 201188 12.56% 2.259%
13.317 1734 1741 1749 rBV 695648 1101022 68.73% 12.361%

=
QO ~NO®

11 14.140 1875 1881 1892 rVB 83024 126589 7.90% 1.421%
12 14.698 1969 1976 1984 rVB2 172348 281076 17.55% 3.156%
13 16.185 2223 2229 2247 rBV 526186 838436 52.34% 9.413%
14 17.442 2437 2443 2454 rBV2 223817 352911 22.03% 3.962%

15 18.306 2585 2590 2600 rBV5 19840 35719 2.23% 0.401%
16 20.045 2880 2886 2895 rBVY 1243820 1602007 100.00% 17.985%
17 21.320 3098 3103 3117 rBvV2 47929 95272 5.95% 1.070%
18 21.725 3165 3172 3184 rVB 231243 396034 24.72% 4 ._.446%
19 23.170 3414 3418 3426 rVB4 8536 16485 1.03% 0.185%
20 25.021 3724 3733 3743 rVB 125787 372886 23.28% 4.186%
21 26.091 3904 3915 3922 rBV5 6879 20380 1.27% 0.229%
Sum of corrected areas: 8907302

8270-BG121218.M Mon Dec 17 16:49:39 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038649.D

Aca On : 16 Dec 2018 20:45

Operator : JU/SJ

ﬁ?ggle i J6424-05 SODUP02 121318
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

Abundance TIC: BG038649.D
1200000

1000000
800000

600000

5.61 7.21 759

400000
8.38

9.24

200000
8.06 10.88

3.73 5.14

Time--> 3.50 4.00 450 500 550 6.00 6.50 7.00 7. 50 8.00 8. 50 9.00 9. 50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG038649.D
1200000 20.04

1000000

800000
13.32

600000 16.18

400000

17.44 21.73
200000 14.70

14.14
18.31 21.32

(O o o o o o e o e LAL  HLL

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: BG038649.D
1200000

1000000

800000

600000

400000

200000 25 02

23.17 k 26.09

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

8270-BG121218.M Mon Dec 17 16:49:40 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038649.D

Aca On : 16 Dec 2018 20:45

Operator : JU/SJ

ﬁ?ggle i J6424-05 SODUP02 121318
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 Propylene Glycol Concentration Rank 5

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

3.73 3.10 ng 23328 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 64
2 (H-(H)-1.2-Propanediol 76 C3H802 004254-15-3 64
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
4 Methvltartronic acid 134 C4H605 000595-98-2 9
5 2-Butanol, (R)- 74 C4H100 014898-79-4 9

Abundance Scan 109 (3.729 min): BG038649.D (-107) (-) m/z 45.00 100.00%
45
5000
a1, &7 61 340 360 380 400
R B Amad L L e  a o o S aama m/z 43.00 20.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #938: Propylene Glycol
45
5000 AR SRR AR
3.40 3.60 3.80 4.00
m/z 44_.00 15.35%
29 61
1519 267 33363944,| 53 57 6 7376
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45
340 360 380 400
5000 m/z 41.00 5.38%
15 19 27‘3} 3942 53 57 61 75
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45 3.40 3.60 3.80 4.00
m/z 61.00 4._.98%
5000
2
121° 1? 26/ 33 394#\ 53 57 6! 76
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 340 360 380 400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038649.D

Aca On : 16 Dec 2018 20:45

Operator : JU/SJ

ﬁ?ggle i J6424-05 SODUP02 121318
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.

5.14 4.62 ng 34710 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 349 (5.139 min): BG038649.D (-345) (-) m/z 43.00 100.00%
43
5000 59
o | 1‘|’1 4.80 500 520 540
et el | M7z 59.00  49.81%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IBENRARESURRE RARRE RARRE
sg 480 500 5.20 5.40
m/z 58.00 17.88%
28 101
"I”"I”'“I”'”fh"P"'P"W?$'W??”I"”I"”I
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3159: 5-Hexen-2-one
43
4.80 500 5.20 5.40
5000 m/z 101.00 14 .86%
55
27 38| 50| es 71 77 83 98
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- R e B
43 4.80 500 5.20 5.40
55 m/z 41.00 11.85%
5000
27 83
15
"|""'|" "|"'3'|""5?"" |'§§'| AN "'I"'g?l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038649.D

Aca On : 16 Dec 2018 20:45

Operator : JU/SJ

ﬁ?ggle i J6424-05 SODUP02 121318
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 unknown7.59 Concentration Rank 1

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

7.59 95.36 ng 717156 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H3N2 022291-85-6 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 766 (7.589 min): BG038649.D (-758) (-) m/z 131.90 100.00%
5000 68
w0 s s a0 720 7.40 7.60 7.80 8.00
m/z 68.00 40.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o7 RS AR AR SRR
7.20 7.40 7.60 7.80 8.00
a1 70 m/z 133.90 35.13%
4451 60 | 77 gg | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.62%
6 104
1y 1] | | i
mz> 10 % 3 40 80 60 70 85 % 100 110 150 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R A m mamE L

132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.56%

5000

63
15 28 39 52 °F 77 90 104 .4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038649.D

Aca On : 16 Dec 2018 20:45

Operator : JU/SJ

ﬁ?ggle i J6424-05 SODUP02 121318
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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.02 ng 35719 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 59
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2591 (18.311 min): BG038649.D (-2585) (-) m/z 43.00 100.00%
48 73
55
5000 213
129 157171 .
al |‘ ‘I | us ‘ | | 1|5 199 2?6 18.00 18.20 18.40 18.60
I""ll"'"l'II""II"I'I'I'"'I""I""I""II'I"'I""I""I' m/z 73.00 95.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 55.00 76.11%
7JJ 143157171185199213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73

29
“ H‘\ H‘u‘ )
T T T

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

18.00 18.20 18.40 18.60
m/z 60.00 75.72%

5000

Abundance #61122: Dodecanoic acid e

73 18.00 18.20 18.40 18.60

60 m/z 57.00 71.28%
5000 43 129
7 101 115 157
101 ‘
143 171 o 200

miz-> 20 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038649.D

Aca On : 16 Dec 2018 20:45

Operator : JU/SJ

ﬁ?ggle i J6424-05 SODUP02 121318
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 Pentafluoropropionic acid, ... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.32 4.81 ng 95272 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. tetra... 360 C17H29F502

2 Heptadecvl heptafluorobutvrate
3 Heptadecvl trifluoroacetate

452 C21H35F702
352 C19H35F302

4 Pentafluoropropionic acid. hepta... 402 C20H35F502
5 Pentafluoropropionic acid, hexad... 388 C19H33F502

006222-06-6 94
959085-66-6 91
1000351-87-0 91
959218-78-1 91
006222-07-7 91

Abundance Scan 3103 (21.320 min): BG038649.D (-3098) (-) m/z 56.95 100.00%
517
83
5000
111
139 208 281 21.00 21.20 21.40 21.60
m/z 42.95 94 .94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
97 g3
5000
21.00 21.20 21.40 21.60
29 m/z 55.00 87.05%
| |.| 140 168 196 241 342
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
5[7
83 21.00 21.20 21.40 21.60
5000 m/z 83.00 68.89%
111
29 169
JLALL )39 7 210238 283 434
— e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
5[7 21.00 21.20 21.40 21.60
97 m/z 97.00 66.67%
5000
29 125
\‘ I | J 1 J\. 1\1?4 182 210 238 283 334
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121618\

Data File : BG038649.D

Acq On : 16 Dec 2018 20:45

Operator : JU/SJ

3?22'6 i J6424-05 SODUP02 121318
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]
Propylene Glycol 3.73 3.1 ng 23328 1 8.06 150407 20.0
2-Pentanone, 4-hy... 5.14 4.6 ng 34710 1 8.06 150407 20.0
unknown? .59 7.59 95.4 ng 717156 1 8.06 150407 20.0
n-Hexadecanoic acid 18.31 2.0 ng 35719 4 17.44 352911 20.0
Pentafluoropropio... 21.32 4.8 ng 95272 5 21.73 396034 20.0
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