LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 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 F\METHODS\8270-BF101518.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 2.310 32 38 54 rVB 2452904 3306592 71.24% 8.164%
2 5.204 526 530 540 rVB 105843 113657 2.45% 0.281%
3 5.592 592 596 599 rBVY 2252813 1929305 41.56% 4_.763%
4 6.504 748 751 758 rBV 173190 198990 4._.29% 0.491%
5 6.587 761 765 769 rVV 1329518 1188800 25.61% 2.935%
6 6.745 787 792 795 rBVY 3559610 3496175 75.32% 8.632%
7 6.975 827 831 834 rBVY 1468040 1130594 24.36% 2.791%
8 7.134 854 858 861 rVB 3824587 3287206 70.82% 8.116%
9 7.539 921 927 930 rBVY 2696662 2726285 58.73% 6.731%
10 7.751 959 963 964 rBV2 57768 58530 1.26% 0.145%
11 7.775 964 967 974 rVV 93253 96445 2.08% 0.238%
12 7.851 977 980 985 rBV 70370 57084 1.23% 0.141%

13 8.257 1045 1049 1052 rBV 1841141 1435196 30.92% 3.543%
14 8.533 1093 1096 1100 rBV 288471 237044 5.11% 0.585%
15 8.745 1128 1132 1135 rBV 226632 184198 3.97% 0.455%

16 8.875 1151 1154 1163 rVB 198269 151778 3.27% 0.375%
17 9.333 1227 1232 1235 rBV 5506817 4641681 100.00% 11.460%
18 10.016 1343 1348 1352 rBV2 1999481 1966722 42.37% 4 _.856%
19 10.804 1478 1482 1486 rBV 2743649 2742402 59.08% 6.771%

20 10.898 1495 1498 1503 rBV 77334 67554 1.46% 0.167%
21 11.510 1598 1602 1605 rBV 1701052 1509670 32.52% 3.727%
22 11.716 1633 1637 1641 rBV 74329 65766 1.42% 0.162%
23 12.533 1773 1776 1781 rBV 304627 243618 5.25% 0.601%
24 12.904 1835 1839 1842 rBV 103386 99617 2.15% 0.246%

25 13.092 1867 1871 1874 rBV 4399361 4033654 86.90% 9.959%

26 13.563 1944 1951 1952 rBV 123126 122357 2.64% 0.302%
27 13.580 1952 1954 1961 rVV2 136477 232063 5.00% 0.573%
28 13.639 1961 1964 1973 rVB 80952 91570 1.97% 0.226%
29 14.151 2047 2051 2055 rBV 1321783 1130626 24.36% 2.791%
30 14.604 2124 2128 2133 rVB 152153 146025 3.15% 0.361%

31 14.921 2176 2182 2187 rBV2 322081 509409 10.97% 1.258%
32 15.004 2193 2196 2200 rVB 58136 60347 1.30% 0.149%
33 15.280 2239 2243 2254 rVB 395484 455007 9.80% 1.123%
34 15.680 2305 2311 2318 rBV2 1209966 1710280 36.85% 4.222%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.145 2384 2390 2405 rBV 360281 597213 12.87% 1.474%
36 16.686 2476 2482 2495 rVB 194702 362270 7.80% 0.894%
37 17.321 2585 2590 2597 rVB2 60353 118433 2.55% 0.292%

Sum of corrected areas: 40504163
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\

BF109974.D

18 Oct 2018 22:19

JussJ

J5573-04

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 2

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

2.31 58.49 ng 3306590 1,4-Dichlorobenzene-d4 6.97
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 38 (2.310 min): BF109974.D (-32) (-) m/z 73.05 100.00%
73
5000 43
55 87
361 o5 220 240  2.60 '
Obrr eSO Sl b e | Mz 43.05 41.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AL LA L
43 220 240  2.60
55 87 m/z 55.05 28.72%
fg A, 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 ﬂ
87 L L L
220 240  2.60
5000 a1 55 m/z 87.10 25.83%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- — T
73 220 240  2.60

m/z 41.05 13.36%

5000 55

43
27 ‘
] ‘

15 | 63 83 98 115

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20

o

1
2.40 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 16

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

5.20 2.01 ng 113657 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 529 (5.198 min): BF109974.D (-526) (-) m/z 43.00 100.00%
a3
59
5000
| a3 1‘|’1 480 500 520 540 560
0“W““V“W““w“w”“VHWH“P“W““V“W““P“'““V“W““V“' m/z 59.10 54.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 RS S R
480 5.00 520 5.40 5.60
m/z 58.10 16.44%
15 4 101
0 Ml 51 | 83
m/z--> 10 20 35 45 50 60 70 80 90 160 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540 560
5000 M m/z 101.00 16.16%
68
0 H \‘ \‘ 1 1?6 142
mz-> 10 20 30 40 s'o 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- e
59 480 5.00 520 5.40 5.60
m/z 41.00 10.63%
5000
43
0 L 8 8 o 123 141 159
m/z--> 10 20 30 4'0 50 60 70 8|0 90 100 110 150 130 140 150 160 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 1-Butanamine, N-butyl- Concentration Rank 9

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

6.50 3.52 ng 198990 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanamine. N-butvl- 129 C8H19N 000111-92-2 91
2 4-Ethvlamino-n-butvlamine 116 C6H16N2 064429-16-9 83
3 n-Butvlethvlenediamine 116 C6H16N2 019522-69-1 83
4 Prilocaine 220 C13H20N20 000721-50-6 64
5 1-Propanamine, 2-methyl-N-(2-met... 129 C8H19N 000110-96-3 46

Abundance Scan 750 (6.498 min): BF109974.D (-748) (-) m/z 44.05 100.00%
an 86
5000
57
129 6.20 6.40 6.60 6.80
Olrrrrprrrrprrrrrrrli et e B oo b | M/Z 86.10  93.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13042: 1-Butanamine, N-butyl-
86
44
30
5000 LS UL N I
6.20 6.40 6.60 6.80
57 m/z 41.00 27 .10%
0 15 I| ||| || 72 | 100 112 129
m/z--> 10 20 30 40 50 60 75 80 90 100 110 120 130
Abundance #8259: 4-Ethylamino-n-butylamine
a
30 8 6.20 6.40 6.60 6.80
5000 m/z 57.10 22 .92%
0 18 )| a7y ‘\ B | 99 116
miz--> % % 40 8 o 70 8 80 160 10 130 130
Abundance #8255: n-Butylethylenediamine
a4 6.20 6.40 6.60 6.80
m/z 43.05 9.41%
30
5000 86
57
oL 1118 I ‘H N 3 99 116
m/z--> 10 20 30 40 50 60 75 80 do 100 110 120 130 | 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 61.85 ng 3496180 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 793 (6.751 min): BF109974.D (-787) (-) m/z 132.00 100.00%
5000
68
‘ % '6.40 6.60 6.80 7.00
40 54 75 104 : : :
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..f??,..!.,....,.1.1:‘3.,....,"...,.. m/z 134.00  34.45%
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 BRSNS
6.40 6.60 6.80 7.00
3 78 m/z 68.10 29 .52%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
BRI S SR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 18.80%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T T |A| L L B
132 6.40 6.60 6.80 7.00
m/z 96.00 11.87%
5000
104
o 14 27 37 4451 58 % T 8597 | 115
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzothiazole Concentration Rank 10

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

8.53 3.30 ng 237044 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 91
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 90
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 64
5 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 64

Abundance Scan 1095 (8.528 min): BF109974.D (-1093) (-) m/z 135.00 100.00%
35
5000 108
69 USSR SRR SR SRR
82
45 58 91 8.20 8.40 8.60 8.80
SR 1 PO N PN N N m/z 108.00  37.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15455: Benzothiazole
135
5000 108 '820 840 8.60 880
69 o, m/z 69.00 21.22%
45 58 91
0 2 [rrr T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15459: 1,2-Benzisothiazole
135
8.20 8.40 8.60 8.80
5000 m/z 82.00 12.11%
6 108
45 54 ‘ 82 gﬁ |
R o e I L e P M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106063: 3-Allyloenzothiazolium bromide R o
135 8.20 8.40 8.60 8.80
m/z 63.00 9.91%
5000 41
108
69
oLas 27 | % T 829 L w9 am A
m/z--> 25 Jo eb 86 160 150 150 160 1éo &50 &Zo &%o &éo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown8.75 Concentration Rank 13

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

8.75 2.57 ng 184198 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. bis(l-methvlethvl... 159 C8H17NO2 031603-49-3 42
2 1-Alanine. N-methoxvcarbonvl-. ... 203 C9H17NO4 1000313-37-2 40
3 I-Alanine. N-methoxvcarbonvl-. p... 189 C8H15N04 1000313-37-1 28
4 1-Alanine. N-methoxvcarbonvl-. h... 245 C12H23N0O4 1000313-37-7 28
5 Carbamic acid, butylmethyl-, met... 145 C7H15NO2 054644-60-9 25

Abundance Scan 1133 (8.751 mirg: BF109974.D (-1128) (-) m/z 102.10 100.00%
102
5000 144
44 L I N L L
X s T 156 187 840 8.60 880 9.00
ob it 2 L m/z 144.10  46.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30654: Carbamic acid, bis(1-methylethyl)-, methyl ester
102
144
5000 58 TTTTTTTTTTT I T T T T T T
43 8.40 8.60 8.80 9.00
0 159 m/z 44.00 17.23%
| ], % 116 128
01 "Ll"P'lw"lh"ll""l”"'w"'l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #63607: I-Alanine, N-methoxycarbonyl-, isobuty! ester
102
8.40 8.60 8.80 9.00
5000 m/z 88.00 11.94%
ol 28 41 ﬂ? 70 7988 | 116 130
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52590: I-Alanine, N-methoxycarbonyl-, propyl ester s B R
102 8.40 8.60 8.80 9.00
m/z 41.00 11.83%
5000
58
0 2\§ \‘\1\\3 M‘\ 7\0 79 88 ! 116 130
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Formamide, N,N-dibutyl- Concentration Rank 15

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

8.87 2.12 ng 151778 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N.N-dibutvl- 157 C9H19NO 000761-65-9 94
2 Diisopropvlethvlamine 129 C8H19N 007087-68-5 59
3 1.2-Ethanediamine. N-propvl- 102 C5H14N2 000111-39-7 47
4 2-Pentanamine. N-ethvl-4-methvl- 129 C8H19N 042966-64-3 47
5 Dimethyl(2-octyl)amine 157 C10H23N 007378-97-4 43

Abundance Scan 1153 (8.869 min): BF109974.D (-1151) (-) m/z 72.10 100.00%
7P
114
5000
44
58 IREBE AR SR RN L
86 100 128 8.60 8.80 9.00 9.20
0 m/z 114.10 54 _.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29486: Formamide, N,N-dibutyl-
”
114
5000 L R RS R UL
8.60 8.80 9.00 9.20
4 g9 m/z 44.00 27.83%
Obrr A5 || | | 8 100 128 147 157
nz> 10 3 3 40 B €0 7o B 80 190 130 130 13 140 150 160
Abundance #13032: Diisopropylethylamine
7”2
114 8.60 8.80 9.00 9.20
5000 m/z 41.10 24 .51%
44
129
0"P%?W"J¢"”Im'”l'?ﬁl"”k"”I'ﬁél"%?"”l'””l'”'I'”'I'”'I'”'I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #4380: 1,2-Ethanediamine, N-propyl-
30 72
5000 44
O T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

8.60 8.80 9.00 9.20

m/z 58.00 17 .35%

8.60 8.80 9.00 9.20

8270-BF101518_.M Fri Oct 19 17:22:37 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 1-Hexadecanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.53 3.23 ng 243618 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 94
3 n-Heptadecanol-1 256 C17H360 001454-85-9 94
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91

Abundance Scan 1775 (12.527 min): BF109974.D (-1773) (-) m/z 55.00 100.00%

55

83

4 69
5000
125
12.20 12.40 12.60 12.80
140153
0 207 m/z 43.05  88.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95987: 1-Hexadecanol
55 69 83
41 97

5000

12.20 12.40 12.60 12.80
125 m/z 57.05 82.06%

140154168 196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #182418: Bromoacetic acid, pentadecy! ester
13 57 83
97 12.20 12.40 12.60 12.80
5000 0 m/z 83.10 78.33%
111
29 125
141 182
ool ML e B2z
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1 I REREEEE Ry s SR
55 83 12.20 12.40 12.60 12.80
y 69 | o7 m/z 69.05 68.74%
5000 111
125
o | | 139154168182196210 238
”.“.”,”.,.”.“.”,”...”.P.” A

m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80

8270-BF101518_.M Fri Oct 19 17:22:37 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 10 9-Octadecenamide, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.56 2.16 ng 122357 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Hexadecanamide 255 C16H33N0 000629-54-9 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Tetradecanamide 227 C14H29NO 000638-58-4 53
5 Dodecanamide 199 C12H25N0 001120-16-7 50

Abundance Scan 1951 (13.563 min): BF109974.D (-1944) (-) m/z 59.00 100.00%

99

_/Z

5000
41
83 98112126 149 13.20 13.40 13.60 13.80
172 206 238 - ; = .
0 281 m/z 72.10 62.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 IS LA L B L L B
13.20 13.40 13.60 13.80
a1 m/z 54.95 47 .48%
2
0 OB 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide
59
T T T T
13.20 13.40 13.60 13.80
5000 m/z 41.05 36.02%

L 86100114128142156170184198212226240255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trinydroxy-... R B R e e
59 13.20 13.40 13.60 13.80

m/z 43.10 27 .18%

o
N
ALO
SN
- W

5000

%

3 91 111175141155170 196 212 229
I~ T L TT 1T L TTTrT | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 1340 1360 1380

8270-BF101518_.M Fri Oct 19 17:22:38 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 11 Dodecanamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.58 4.11 ng 232063 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 53
2 Butanal. oxime 87 C4H9NO 000110-69-0 50
3 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 45
4 Succinic acid. 2-methoxvethvl oc... 288 C15H2805 1000325-80-8 43
5 Tetradecanamide 227 C14H29NO 000638-58-4 42
Abundance Scan 1954 (13.580 min): BF109974.D (-1952) (-) m/z 59.00 100.00%
59
5000 AK\
41
B 05 114 135156 184 sog o || 1320 1340 1360 1380
0 m/z 55.00 48 .16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60440: Dodecanamide
59
5000 R ARRUARSARRE R
anmnmmm
28 43 m/z 41.00 33.61%
. b B, 100114128142156170 199
m/z--> 25 45 60 ab 160 120 140 1éo 180 200 220 240 2é0 2éo
Abundance #1870: Butanal, oxime
59
0 13.20 1340 13.60 13.80
5000 m/z 72.00 32.76%
2
0 3 87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)- — e
59 13.20 13.40 13.60 13.80
m/z 43.10 18.47%
81
) 2 OB 112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 1340 1360 1380 '

8270-BF101518_.M Fri Oct 19 17:22:38 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 12 Tricosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .60 2.58 ng 146025 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2127 (14.598 min): BF109974.D (-2124) (-) m/z 57.10 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80 15.00
141 215 324
0|, Lt 00 n07215 284 OB m/z 71.10  64.65%
m/z--> 50 100 150 200 250 300 350
Abundance #164577: Tricosane
57
5000 85

14.20 14.40 14.60 14.80 15.00
m/z 43.05 57.92%

29 | 113 324
141 169
D e P L e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R BB RREEE
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.05 47 .34%
29 113
oL T, j by g lﬁl 169 197 225 253 295 323 367
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.10 21.48%
85
5000
29 113
o L J | 141,169 197 225 253 296
et T T T
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. 00

8270-BF101518_.M Fri Oct 19 17:22:39 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 13 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.92 5.96 ng 509409 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2182 (14.921 min): BF109974.D (-2176) (-) m/z 57.10 100.00%
g7
5000 85
113 14.60 14.80 15.00 15.20
141 169
o> At 100 207208 am  sm U040 65670
m/z--> 50 100 150 200 250 300
Abundance #94345: Heptadecane
57
5000
85 14.60 14.80 15.00 15.20
29 m/z 43.05 62.64%
m/z--> 50 100 150 200 250 300
Abundance #175559: Tetracosane
57
a5 14.60 14.80 15.00 15.20
5000 m/z 85.05 47 .62%
29
ol w L4114 169 197 225 253 338
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.05 25.84%
85
5000
29 113
oL T 4 160 197 225 253 296
m/z--> 50 100 150 200 250 300 ' 14.60 14.80 15.00 15.20

8270-BF101518_.M Fri Oct 19 17:22:39 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 14 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.28 5.32 ng 455007 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2243 (15.280 min): BF109974.D (-2239) (-) m/z 57.10 100.00%
57
5000 85

15.00 15.20 15.40 15.60
141 169 197
0,,]],.”.,1141 P S R B S — m/z 71.05 61.83%

T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
15.00 15.20 15.40 15.60
- m/z 43.05 60.69%
oL T 141 169 197 225 253 281 309 337 365 394
e B e o o i B o e e e LA B A i s o
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
15.00 15.20 15.40 15.60
5000 m/z 85.05 45 .29%
85
29
oLl Ly J 13 141 169 197 225 253 281 323 351 380
A e e e T e o e LA B I e o o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 15.00 15.20 15.40 15.60
m/z 55.10 21.07%
5000 85
29
LT ] || M 141 169 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15 60

8270-BF101518_.M Fri Oct 19 17:22:39 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 15 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.14 6.98 ng 597213 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2389 (16.139 min): BF109974.D (-2384) (-) m/z 57.10 100.00%
g7
5000 85
113 15.80 16.00 16.20 16.40
141
0....|,I LTt gee 207 a8l Tm/z 71.10  62.67%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

15.80 16.00 16.20 16.40
m/z 43.05 61.41%

29 113

Ny ‘ “ | J14}1|169 197 225 253 295 323 367
i e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.05 46.71%
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
Lty / I A e o e e e B L B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.80 16.00 16.20 16.40
m/z 55.00 20.28%
85
5000
29 113
ol L 77,141 369 107 225 253 296
L B i o Y R A RR R TS
m/z--> 50 100 150 200 250 300 350 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109974.D

Aca On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 16 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.69 4.24 ng 362270 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2483 (16.692 min): BF109974.D (-2476) (-) m/z 57.10 100.00%
57
VLA L (8 e 169 197 225 o0 1640 1660 1630 1700
YR U 0 0 e e L . — m/z 71.05 67.32%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
16.40 16.60 16.80 17.00
m/z 43.05 55.68%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57
16.40 16.60 16.80 17.00
5000 g5 m/z 85.10 51.37%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane R R s e
57 16.40 16.60 16.80 17.00
m/z 55.05 21.14%
- | “Av*hwva““~w/\*“v~n~w~r¢m4w
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1620 1&60 1&%0 1%00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101818\
Data File : BF109974.D

Acq On : 18 Oct 2018 22:19

Operator : JU/SJ

Sample : J5573-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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]
Butane, 2-methoxy... 2.31 58.5 ng 3306590 1 6.97 1130590 20.0
2-Pentanone, 4-hy... 5.20 2.0 ng 113657 1 6.97 1130590 20.0
1-Butanamine, N-b... 6.50 3.5 ng 198990 1 6.97 1130590 20.0
unknown6.75 6.75 61.9 ng 3496180 1 6.97 1130590 20.0
Benzothiazole 8.53 3.3 ng 237044 2 8.26 1435200 20.0
unknown8.75 8.75 2.6 ng 184198 2 8.26 1435200 20.0
Formamide, N,N-di... 8.87 2.1 ng 151778 2 8.26 1435200 20.0
1-Hexadecanol 12.53 3.2 ng 243618 4 11.51 1509670 20.0
9-Octadecenamide, ... 13.56 2.2 ng 122357 5 14.15 1130630 20.0
Dodecanamide 13.58 4.1 ng 232063 5 14.15 1130630 20.0
Tricosane 14.60 2.6 ng 146025 5 14.15 1130630 20.0
Heptadecane 14.92 6.0 ng 509409 6 15.68 1710280 20.0
Octacosane 15.28 5.3 ng 455007 6 15.68 1710280 20.0
Hexacosane 16.14 7.0 ng 597213 6 15.68 1710280 20.0
Heneicosane 16.69 4.2 ng 362270 6 15.68 1710280 20.0
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