LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089058.D

Aca On : 16 Jul 2016 16:41

Operator : UM/SJ

Sample = H3989-05

Misc :

ALS Vial : 13 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 1.644 4 5 14 rVB 67223 138750 9.20% 1.024%
2 1.770 14 16 53 rvB 784414 1507805 100.00% 11.131%
3 2.776 102 104 114 rBvV 6027 17305 1.15% 0.128%
4 4.799 279 281 286 rBB 102344 139202 9.23% 1.028%
5 5.256 319 321 324 rBVY 1215501 1162888 77.12% 8.585%
6 6.319 411 414 416 rBVY 1212194 1244147 82.51% 9.185%
7 6.433 422 424 426 rBV 1397316 1219261 80.86% 9.001%
8 6.662 442 444 446 rBB 468302 371637 24.65% 2.743%
9 6.822 455 458 460 rBB 1198368 1075727 71.34% 7.941%
10 7.233 491 494 496 rBV 810076 825042 54.72% 6.091%
11 7.530 518 520 524 rVB 48751 53591 3.55% 0.396%
12 7.953 554 557 559 rBV 405121 459924 30.50% 3.395%
13 8.170 574 576 578 rBV 39229 30341 2.01% 0.224%
14 8.228 579 581 583 rBB 49808 37612 2.49% 0.278%

15 9.028 648 651 653 rVvB 1524583 1340891 88.93% 9.899%

16 9.428 684 686 688 rBvV 280940 225597 14.96% 1.665%
17 9.702 707 710 712 rBV 546196 464487 30.81% 3.429%

18 10.148 748 749 751 rVB 25272 19681 1.31% 0.145%
19 10.365 766 768 771 rBV 12689 19390 1.29% 0.143%
20 10.491 777 779 781 rVB 571190 583102 38.67% 4 _305%
21 10.628 789 791 794 rBV 25397 50665 3.36% 0.374%
22 11.062 827 829 831 rBV 19730 29548 1.96% 0.218%
23 11.176 837 839 843 rVB 437248 384146 25.48% 2.836%
24 11.496 864 867 869 rBvV 24280 27241 1.81% 0.201%
25 11.782 891 892 898 rvB2 11643 17758 1.18% 0.131%
26 12.388 943 945 947 rBV 49989 57384 3.81% 0.424%
27 12.434 947 949 951 rBV3 12369 15362 1.02% 0.113%
28 12.548 956 959 960 rBV3 12204 26508 1.76% 0.196%
29 12.605 962 964 968 rBV 57307 90783 6.02% 0.670%
30 12.765 976 978 981 rBV 1090224 1004925 66.65% 7.419%
31 12.937 991 993 995 rBV3 18088 27925 1.85% 0.206%
32 13.131 1008 1010 1012 rBVZ2 17923 24267 1.61% 0.179%
33 13.200 1014 1016 1018 rVV3 24058 36260 2.40% 0.268%
34 13.680 1056 1058 1061 rBVZ2 56952 67230 4._46% 0.496%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089058.D

Aca On : 16 Jul 2016 16:41

Operator : UM/SJ

Sample = H3989-05

Misc :

ALS Vial : 13 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

35 13.805 1067 1069 1073 rBV 371859 427585 28.36% 3.157%

36 15.177 1187 1189 1199 rVB 153269 322139 21.36% 2.378%

Sum of corrected areas: 13546106
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF071616\
BF0O89058.D

16 Jul 2016 16:41

UM/SJ

H3989-05

13 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089058.D

Aca On : 16 Jul 2016 16:41

Operator : UM/SJ

Sample = H3989-05

Misc :

ALS Vial : 13 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 4

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

4.80 7.49 ng 139202 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 281 (4.799 min): BF089058.D (-279) (-) m/z 43.10 100.00%
43
59
5000
101 SR I
| 83 440 4.60 4.80 5.00 5.20
o 1 SO I S — m/z 59.10 61.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA R U IS
440 4.60 4.80 5.00 5.20
m/z 101.10 23.48%
3} 83 g3 101
L R AR AR RS RARAS RN RERAN RRRAN SRS AL BARAN SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500 520
5000 m/z 58.10 14 _.28%
101
o 1B 31 508 60 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.86%
5000 41
68
0 || s0, 126 142
m/z--> 10 20 30 4'0 5'0 6|O 70 80 90 100 110 120 1§o 140 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089058.D

Aca On : 16 Jul 2016 16:41

Operator : UM/SJ

Sample = H3989-05

Misc :

ALS Vial : 13 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 unknown6.43 Concentration Rank 2

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

6.43 65.62 ng 1219260 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 424 (6.433 min): BF089058.D (-422) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 ¥ 6.00 620 6.40 6.60 6.80
54 ¢ 104 . ) . . .
M 1A ,.2!..|,....,..5.‘?,....,....,.1.1.5.,...., | 'm/z 68.10 46.66%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R B UL
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 31.87%
31 38 4, 51
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 30.79%
33 44 - g7 105
o 51 60 B g 115
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- B B e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.50%
104
5000
ot i 115
39 65 ‘ 91
0.”.ﬁ?nbu.ww§nﬂﬁ.“:HHH.WMH.P.H,HMW.”. e = S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089058.D

Aca On : 16 Jul 2016 16:41

Operator : UM/SJ

Sample = H3989-05

Misc :

ALS Vial : 13 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 Benzenemethanethiol, 4-methyl- Concentration Rank 9

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

7.53 2.33 ng 53591 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 78
2 Benzenemethanethiol. .alpha.-met... 138 C8H10S 006263-65-6 74
3 Benzene. (1.3-dimethvl-3-butenvl)- 160 C12H16 056851-51-5 64
4 Ether. p-methvlbenzvl vinvl 148 C10H120 026437-10-5 64
5 Benzene, 1-(bromomethyl)-4-methyl- 184 C8H9Br 000104-81-4 64

Abundance Scan 520 (7.530 min): BF089058.D (-518) (-) m/z 105.10 100.00%
105
5000
51 79 720 740 7.60 7.80
39 59 138 . . ) )
o..,....,....,....-,..-..i'....-,.'..‘?,9...|.'|,~....9,.1...,.|:!.~,...?ﬁ1...,...!,....,....,...., m/z 79.10 17.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17437: Benzenemethanethiol, 4-methyl-
105
5000 ..,4...,....,....,...ﬂ,
7.20 7.40 7.60 7.80
27 138 m/z 77.00 16.82%
15 27 3753 65 | 91 | a3
m/z--> 15 ﬁo §o 45 éo eb 75 éo 95 100 110 120 130 140 1%0 1éo
Abundance
105
720 7.40 7.60 7.80
5000 29 m/z 103.00 13.95%
51
39 59 138
0 69 a1 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30888: Benzene, (1,3-dimethyl-3-butenyl)- B e Ry
105 7.20 7.40 7.60 7.80
m/z 106.10 8.11%
5000

‘ 118 128 143 160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089058.D

Aca On : 16 Jul 2016 16:41

Operator : UM/SJ

Sample = H3989-05

Misc :

ALS Vial : 13 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 Dodecane, 2,6,11-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.64 ng 50665 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
2 Hexadecane 226 C16H34 000544-76-3 78
3 Tetradecane 198 C14H30 000629-59-4 78
4 Tridecane 184 C13H28 000629-50-5 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 791 (10.628 min): BF089058.D (-789) (-) m/z 57.10 100.00%
87 71
43
5000 85
9 113, 10,40 10.60 10.80 11.00
o/ IS | m/z 71.10 82.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43 57 41
5000 LR BRI I SRR B
29 85 10.40 10.60 10.80 11.00
113 127 m/z 43.10 66 .48%
o L I ‘ I w 99 7 M7 141 155 169 183 197 212
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
57
43 RN N R B
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 45_.83%
o 113 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57 10.40 10.60 10.80 11.00
43 m/z 41.10 29.81%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089058.D

Aca On : 16 Jul 2016 16:41

Operator : UM/SJ

Sample = H3989-05

Misc :

ALS Vial : 13 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 9 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.14 ng 67230 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1058 (13.680 min): BF089058.D (-1056) (-) m/z 57.10 100.00%
g7 83
oo M
140 175196 25y 254278300 113.40 13.60 13.80 14.00
(o} m/z 43.10 93.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 L SRR B UL UL
1340 13.60 13.80 14.00
29 125 m/z 55.10 93.04%
oL A, “ h | b 154 196224 269 g0
m/z--> 50 150 200 250 300 350 400
Abundance
57
83 RN BURRUSR BUN RN U
13.40 13.60 13.80 14.00
5000 11 m/z 83.10 87 .36%
29 139 182 210 255 356 /\JIJM
o1
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e e
57 13.40 13.60 13.80 14.00
83 m/z 97.10 85.66%
5000 111 A/\MAhﬁva_/Vﬂh_vaJVW*~f“A
29 169
0..Juul.‘..‘.kliuuhfl?.g‘....2].-0...25.5... ....|....‘}0.6. N
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071616\
Data File : BF089058.D

Acq On : 16 Jul 2016 16:41

Operator : UM/SJ

Sample - H3989-05

Misc :

ALS Vial : 13 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]
2-Pentanone, 4-hy... 4.80 7.5 ng 139202 1 6.66 371637 20.0
unknown6 .43 6.43 65.6 ng 1219260 1 6.66 371637 20.0
Benzenemethanethi. .. 7.53 2.3 ng 53591 2 7.95 459924 20.0
Dodecane, 2,6,11-... 10.63 2.6 ng 50665 4 11.18 384146 20.0
Trifluoroacetoxy ... 13.68 3.1 ng 67230 5 13.81 427585 20.0
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