LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102841.D

Aca On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample = J1458-02

Misc :

ALS Vial : 25 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-BF020318.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 2.181 8 16 24 rVB 422279 562890 12.48% 1.540%
2 5.122 513 516 523 rVB 116903 145091 3.22% 0.397%
3 5.504 576 581 584 rBVY 4365217 4509793 100.00% 12.341%
4 6.510 747 752 772 rBY 3781174 4447703 98.62% 12.171%
5 6.657 772 777 780 rVV 4136685 4333056 96.08% 11.857%
6 6.716 783 787 790 rVB 55611 46974 1.04% 0.129%
7 6.880 812 815 819 rVB 1081653 975952 21.64% 2.671%
8 7.039 838 842 846 rBY 3600844 3330940 73.86% 9.115%
9 7.445 906 911 914 rBVY 2802018 2786581 61.79% 7.626%
10 7.475 914 916 920 rVB 54756 47900 1.06% 0.131%

11 8.163 1030 1033 1037 rVB 1292480 1187955 26.34% 3.251%
12 9.239 1211 1216 1226 rBV 4075272 3933658 87.22% 10.764%
13 9.316 1226 1229 1231 rVB 90920 71776 1.59% 0.196%
14 9.627 1279 1282 1286 rBV 388108 390760 8.66% 1.069%
15 9.845 1312 1319 1322 rBV 206209 167575 3.72% 0.459%

16 9.921 1328 1332 1341 rVB 1303630 1142443 25.33% 3.126%
17 10.345 1397 1404 1407 rBvV2 216597 204244 4_.53% 0.559%
18 10.563 1436 1441 1444 rBV 51362 66283 1.47% 0.181%
19 10.710 1462 1466 1476 rVB 2066509 2016837 44.72% 5.519%
20 10.816 1482 1484 1494 rVB 152753 165145 3.66% 0.452%

21 11.268 1557 1561 1563 rBV 56787 47520 1.05% 0.130%
22 11.410 1581 1585 1589 rBV 1097916 927799 20.57% 2.539%
23 11.927 1669 1673 1681 rBV2 157540 168217 3.73% 0.460%
24 12.992 1850 1854 1858 rBV 2776829 2691077 59.67% 7.364%
25 13.880 2001 2005 2009 rBV 430377 444228 9.85% 1.216%

26 14.051 2030 2034 2040 rVB 922028 882794 19.58% 2.416%

27 14.145 2047 2050 2054 rBV5 43136 46904 1.04% 0.128%
28 14.815 2161 2164 2168 rVB2 46177 52936 1.17% 0.145%
29 14.892 2174 2177 2182 rVB 43818 52487 1.16% 0.144%

30 15.533 2281 2286 2296 rBV 475178 695408 15.42% 1.903%

Sum of corrected areas: 36542926
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020718\

BF102841.D

8 Feb 2018 3:31

SJ/JuU

J1458-02

25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000
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4.50

2.50

T
3.00

Abundance

4000000

3000000

2000000

1000000

8.16
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LI B T T T
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TIC: BF102841.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102841.D

Aca On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample = J1458-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

2.18 11.54 ng 562890 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 25

Abundance Scan 16 (2.181 min): BF102841.D (-8) (-) m/z 73.00 100.00%
73
5000 43
55
87
2.20 2.30 2.40 2.50 2.60
Ol L 40 L 6Tl 8L | or | h77 43.00  44.74%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAL NS DA AR AR RARR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95  33.41%
0 ‘2? 35 |1 ‘ 67 || 80
L UL SULIS IS I USRS UL IS NI UL UL
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 24 _79%
29
15 67 97
e L U UL UL LA SULILL I UL UL L S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- B Ramma E
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 13.73%
5000
43
0 2 15 29 35 || 5359 65 | 88
TTrr[rrrr[rrrr[rrrr[rrrr[rrrr[rrrr[1rr1r1r[rrrr[ T rTr T[T rrr[rrr —rrq—rrv-v-rv—v—v—v-rv—v—rq—n—n-rrm
m/z--> 0O 10 20 30 40 5 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102841.D

Aca On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample = J1458-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 8

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

5.12 2.97 ng 145091 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1.2-Butanediol 90 C4H1002 000584-03-2 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 516 (5.122 min): BF102841.D (-513) (-) m/z 43.00 100.00%
43
59
5000
101
480 500 520 5.40
o..,....,....,..3.6.',':...?1..!-I,....,....,§~3...,...=,|....,. m/z 59.00 62.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B RAS ARRS LARE
59 480 500 520 540
m/z 101.00 19.22%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.00 18.11%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- I B e R
59 480 500 520 5.40
m/z 40.95 7.48%
5000
a1 101
0 15 ! 3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102841.D

Aca On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample = J1458-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.66 Concentration Rank 1

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

6.66 88.80 ng 4333060 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 778 (6.663 min): BF102841.D (-772) (-) m/z 131.95 100.00%
5000
68
\J % J " 640 6.60 680 7.00
40 54 : : :
Ol gyl A7 87 LMl "m/z 133.95 34.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR AR R L R
6.40 6.60 6.80 7.00
31 51 78 m/z 67.95 28.49%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
N RS AN SR AR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 18.99%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine—propionyl LIBLENL L LL LBL
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 11.79%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | N
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102841.D

Aca On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample = J1458-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 9

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

9.85 2.93 ng 167575 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentadecane 212 C15H32 000629-62-9 83
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64

Abundance Scan 1320 (9.851 min): BF102841.D (-1312) (-) m/z 57.00 100.00%
57
43
71
5000 a5
99 9.60 9.80 10.00 10.20
113 126
0...,....','...| bl e M| M/Z 42.95  68.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n
g5 9.60 9.80 10.00 10.20
29 m/z 71.05 57 .45%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.05 36.00%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 9.60 9.80 10.00 10.20
m/z 41.00 28.00%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102841.D

Aca On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample = J1458-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.56 ng 165145 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
Abundance Scan 1485 (10.821 min): BF102841.D (-1482) (-) m/z 57.00 100.00%
57
43 71
5000
%9 113 ;) "' 10/60 10.80 11.00 11.20
o 140 195 m/z 43.00 60.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 LRI LRI B U R
10. 60 10 80 11. oo 11. 20
29 m/z 71.10 55.41%
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 ¥
10.I60 10.I80 11.'00 11.'20
5000 71 m/z 85.10 38.35%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #71393: Pentadecane T T T TR
57 10.60 10.80 11.00 11.20
43 m/z 41.00 24 .28%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102841.D

Aca On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample = J1458-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.63 ng 168217 Phenanthrene-d10 11.41
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 1673 (11.927 min): BF102841.D (-1669) (-) m/z 60.00 100.00%

73

11.60 11.80 12.00 12.20

5000 129
1

0 m/z 43.00 98.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
1 il L\/\/\/\,\’\
5000 129 TT LR B TTT T T

11. 60 11. 80 12. OO 12.20

m/z 73.00 97.52%
213
‘J‘H' 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
N ABRREBEEEZ R
11.60 11.80 12.00 12.20
5000 - 129 m/z 57.00 90.46%
87 242
143 199
115 185
101 157171 213
Ol i Ml e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid Ol B R A
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 82.06%
5000 129
29
0 15
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102841.D

Aca On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample = J1458-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 4

R.T. EstConc Area Relative to ISTD R.T.
13.88 10.06 ng 444228 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Octacosanol 410 C28H580 000557-61-9 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94

5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 2005 (13.880 min): BF102841.D (-2001) (-) m/z 57.00 100.00%
57
83
Sbthunsacctan i —
139 147 13.60 13.80 14.00 14.20
O 0 0 O - D m/z 55.00 85.83%
miz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LA L L L L L L LB
13.60 13.80 14.00 14.20
29 195 m/z 43.00 80.80%
SEMER U UK T
miz--> 50 150 200 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.00 76.37%
125
29
0 77 153 181 209 236 264 292 322 364 392
o T e LAl
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene T T T T
13.60 13.80 14.00 14.20
m/z 69.00 67.19%
97
5000
29
125
0 0 - . R
miz--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102841.D

Acq On : 8 Feb 2018 3:31

Operator : SJ/JU

Sample - J1458-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : 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]
Butane, 2-methoxy... 2.18 11.5 ng 562890 1 6.89 975952 20.0
2-Pentanone, 4-hy... 5.12 3.0 ng 145091 1 6.89 975952 20.0
unknown6 .66 6.66 88.8 ng 4333060 1 6.89 975952 20.0
Hexadecane 9.85 2.9 ng 167575 3 9.92 1142440 20.0
Tetradecane 10.82 3.6 ng 165145 4 11.41 927799 20.0
n-Hexadecanoic acid 11.93 3.6 ng 168217 4 11.41 927799 20.0
Trifluoroacetoxy ... 13.88 10.1 ng 444228 5 14.05 882794 20.0
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