LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample - H3856-02

Misc :

ALS Vial : 39 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 F\METHODS\8270-BF063016.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 1.850 22 23 34 rvVB 75471 103047 4_.37% 0.485%
2 2.981 120 122 141 rBvV2 22308 86422 3.67% 0.407%
3 4.947 291 294 300 rVB 128874 163353 6.93% 0.769%
4 5.382 329 332 334 rBVY 2027754 2293400 97.30% 10.798%
5 6.422 420 423 425 rBVY 2250076 2356928 100.00% 11.097%
6 6.547 432 434 437 rBV 1929820 2113022 89.65% 9.949%
7 6.787 453 455 457 rBV 655756 643245 27 .29% 3.029%
8 6.856 459 461 466 rBV 20646 28029 1.19% 0.132%
9 6.936 466 468 471 rVB 1356526 1718379 72.91% 8.091%
10 7.347 501 504 506 rBY 1570502 1425462 60.48% 6.712%
11 7.450 510 513 517 rBB 18769 23740 1.01% 0.112%

12 8.068 565 567 569 rBV 1071281 855416 36.29% 4.028%
13 9.142 659 661 664 rBVY 2228348 2333956 99.03% 10.989%
14 9.428 684 686 688 rBvV 21576 28402 1.21% 0.134%
15 9.542 694 696 698 rBvV 470730 457130 19.40% 2.152%

16 9.816 718 720 723 rVB 1065214 883463 37.48% 4._.160%

17 10.262 757 759 760 rVB 36949 29452 1.25% 0.139%
18 10.605 786 789 791 rBV 1115712 1304508 55.35% 6.142%
19 10.731 799 800 804 rvB 45323 43574 1.85% 0.205%
20 11.176 837 839 841 rBV 109628 99259 4.21% 0.467%
21 11.291 847 849 852 rvVv 844695 727071 30.85% 3.423%
22 11.359 852 855 859 rvB2 25321 57021 2.42% 0.268%
23 11.599 875 876 879 rVB 72529 69063 2.93% 0.325%
24 11.828 895 896 898 rBvV 36274 33336 1.41% 0.157%
25 12.708 971 973 977 rBV2 54325 72479 3.08% 0.341%
26 12.879 985 988 990 rBV 1841614 1851956 78.57% 8.720%
27 13.417 1033 1035 1037 rBV 33095 32325 1.37% 0.152%
28 13.680 1053 1058 1059 rBV5 9352 30170 1.28% 0.142%

29 13.805 1066 1069 1076 rBV 52477 123369 5.23% 0.581%
30 13.920 1076 1079 1081 rBV 644098 662514 28.11% 3.119%

31 14.400 1119 1121 1124 rBV2 29366 40307 1.71% 0.190%
32 15.314 1198 1201 1203 rBV 430981 549092 23.30% 2.585%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample - H3856-02

Misc :

ALS Vial : 39 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 21238890
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample : H3856-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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: BF088680.D

5.38
2000000 6.55

7.35

1500000
6.94

1000000

500000

4.95

1.85
o N 2.98 .84 7.45
L e L L E e e s L B e s ey o e L s e o e e B L B e e e e

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088680.D
9|14

2000000
12.88

1500000

8.07 9.82 10.60
1000000 11.29

500000 9.54

0.4 10.26 1073 L1 561160 g3 12.71 13.42

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088680.D

2000000

1500000

1000000

13.92

500000

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample : H3856-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 (S)-(+)-1,2-Propanediol Concentration Rank 7

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

2.98 2.69 ng 86422 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 74
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 64
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 122 (2.981 min): BF088680.D (-120) (-) m/z 45.10 100.00%
45
5000 P\\\\\—_\
4 57 61 260 2.80 3.00 3.20 3.40
o..,....,....,....,....,....,....,...3.9,.-3.'.-...,....,.:..,!...,....,....,....,...., m/z 43.00 18.63%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45

5000 T
2.60 2.80 3.00 3.20 3.40

m/z 44.10 5.94%

0 1519 2731 3943 535761 75
A RARA Ra e L e A ARARd aaaatsan s o
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
A RAm e
2.60 2.80 3.00 3.20 3.40
5000 m/z 61.00 5.70%
9 29
o 12351 26 33 3942 53 57 61 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #940: Propylene Glycol T e
45 2.60 2.80 3.00 3.20 3.40
m/z 42.10 3.62%
5000
27 31
o 18 7| 3g41| | s3576l 76
T e e e T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 260 280 300 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample : H3856-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.95 5.08 ng 163353 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 294 (4.947 min): BF088680.D (-291) (-) m/z 43.10 100.00%
43
59
5000
T W0 k0 50 550 |
83 : : : :
o..,....,.?ﬁ‘.','::..,..~:~.|,....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 60.19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IBESARSESAE RE SR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 21.24%
o 2 36 51 “‘ 67 76 83 91 |
HUSUNRREN NI LRI LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 17.36%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one LA L L L L LB L L B
43 4.60 4.80 5.00 5.20
m/z 41.10 9.40%
5000
55
o 36, |62 71 8 8
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520

8270-BF063016.-M Tue Jul 05 19:20:36 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample : H3856-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.55 Concentration Rank 1

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

6.55 65.70 ng 2113020 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 434 (6.547 min): BF088680.D (-432) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 ¥ 620 640 6.60 680
104 . . . .
o..,....,....,...:,“.'.‘.‘?," Sh. '.|,..':'.,..5.‘.7,...~.,.'!..,.1.1.5.,...., - m/z 68.10 50.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 USRS R SN
6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.61%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80
5000 m/z 66.10 31.91%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine e

132 6.20 6.40 6.60 6.80
m/z 69.10 20.19%

5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I

AR B e R A B o o R B R B B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample : H3856-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.18 2.73 ng 99259 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 839 (11.176 min): BF088680.D (-837) (-) m/z 57.10 100.00%
57
5000 85
4
113 44 192 10.80 11.00 11.20 11.40
0! m/z 71.10 68.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57
5000 O B BUARL SRR B
4 85 10 80 11. 00 11.20 11.40
m/z 43.10 66.63%
o ‘ | | 13 141 169 107 225 253 282
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2§0 300
Abundance
57
10,80 11.00 1120 11.40
5000 85 m/z 85.10 47 .52%
41
ol..26 113,58 155 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane [T T T[T T[T T T [ TT T[T
57 10.80 11.00 11.20 11.40
m/z 41.10 29.68%
85
5000
4
113
. 2 | | R e 197 225 253268 29
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300 1080 1100 1120 1120 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample : H3856-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 7 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.71 2.19 ng 72479 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 90
3 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 35
4 Trifluoroacetic acid. 4-methvlpe... 198 C8H13F302 000327-71-9 32
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 27

Abundance Scan 973 (12.708 min): BF088680.D (-971) (-) m/z 56.10 100.00%
56
5000 41
73
A
129 NN RN IR
101 149 171189 218 239 257 12.40 12.60 12.80 13.00
o} m/z 57.10 54 _55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester J_/\%/\J
56
5000 RS SRR R AR
41 1240 12,60 12.80 13.00
129 53 257 m/z 43.10 41 .56%
0 2 1l h H‘ Ji ]\-\(\)1\\\\ 157 185 213 ‘ ‘ 283 312
miz--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
12.40 12,60 12,80 13.00
5000 41 m/z 41.10 40.40%
73
o2 9711, 157 185 213 239257 0 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6588: Cyclopentanone, 2,2-dimethyl- R e R RR B
56 12.40 12.60 12.80 13.00
m/z 55.10 33.44Y%
5000 T A/\/\»‘/\JJ\—/\NJ\/
112
0 \ ‘ 79 97
iz 3 40 6 B 100 150 140 18 T80 200 230 2k 3% 20 200 12.40 12,60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088680.D

Aca On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample : H3856-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 8 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.72 ng 123369 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
2 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 1069 (13.805 min): BF088680.D (-1066) (-) m/z 83.10 100.00%
57 88
5000 111 \JJW
139 171 208 249 13.40 13.60 13.80 14.00 14.20
0 A e — m/z 57.10 93.51%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
83
5000 11 LN RIS SUNILE SURIU B
13.40 13.60 13.80 14.00 14.20
- 160 m/z 55.10 92.62%
196
oL L\‘IIIH, | ,\h | ‘-““-1?0. A L . -
m/z--> 50 100 150 200 250 300 350
Abundance
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 97.10 90.67%
29
140 168 196 241 292
Ol T T T T T
m/z--> 50 100 150 200 250 300 350 '
Abundance #164113: Trifluoroacetic acid, pentadecy! ester A B
13.40 13.60 13.80 14.00 14.20
83 m/z 43.10 87.28%
5000 111 ﬂ’j\N&dw-/fuf/\\VAVA/\]\~/J\/
29
oL L J|‘ | | |40 182210 255 30
mz-> 50 100 150 200 250 300 350 | | 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088680.D

Acq On > 4 Jul 2016 7:46

Operator : UM/SJ

Sample - H3856-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
(S)-(+)-1,2-Propa. .. 2.98 2.7 ng 86422 1 6.79 643245 20.0
2-Pentanone, 4-hy... 4.95 5.1 ng 163353 1 6.79 643245 20.0
unknown6 .55 6.55 65.7 ng 2113020 1 6.79 643245 20.0
Eicosane 11.18 2.7 ng 99259 4 11.29 727071 20.0
Hexadecanoic acid... 12.71 2.2 ng 72479 5 13.92 662514 20.0
Heptafluorobutyri... 13.81 3.7 ng 123369 5 13.92 662514 20.0
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