LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 height area % max. total
1 5.113 535 540 557 rBv 177246 516299 19.18% 2.492%
2 5.725 640 644 673 rBVY 824577 1991072 73.97% 9.611%
3 7.295 907 911 928 rBV 1062200 1995830 74.14% 9.634%
4 7.419 928 932 947 rVB 1477471 2403349 89.28% 11.601%
5 7.754 985 989 1002 rVB 454533 557987 20.73% 2.693%

6 7.989 1024 1029 1044 rBV 1410044 1742418 64.73% 8.410%
7 8.654 1138 1142 1162 rBV 691427 1270534 47.20% 6.133%
8 9.778 1328 1333 1357 rBvV 423094 808618 30.04% 3.903%
9 11.542 1628 1633 1657 rBV 1745540 2691794 100.00% 12.993%
10 12.248 1749 1753 1763 rBV 176434 287624 10.69% 1.388%
11 12.607 1809 1814 1833 rBV2 571829 936557 34.79% 4.521%
12 13.436 1952 1955 1961 rVB 35255 41248 1.53% 0.199%
13 13.901 2029 2034 2060 rBV 772278 1441856 53.56% 6.960%
14 14.213 2083 2087 2091 rBV 30110 40992 1.52% 0.198%
15 15.013 2218 2223 2247 rVB 456477 815950 30.31% 3.938%
16 15.971 2381 2386 2395 rBV2 41130 90585 3.37% 0.437%
17 17.330 2612 2617 2627 rBV 1472607 1910306 70.97% 9.221%
18 18.089 2742 2746 2751 rBV 41690 50253 1.87% 0.243%

19 18.571 2824 2828 2840 rBV3 49644 107388 3.99% 0.518%
20 18.689 2843 2848 2864 rVVv 274669 470621 17.48% 2.272%

21 19.795 3033 3036 3041 rBV 36811 37819 1.40% 0.183%

22 20.365 3128 3133 3142 rBvV2 237647 457476 17.00% 2.208%

23 20.806 3205 3208 3213 rVB2 35618 50739 1.88% 0.245%
Sum of corrected areas: 20717315
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095353.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 18.51 ng 516299 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 539 (5.107 min): BF095353.D (-535) (-) m/z 43.00 100.00%
a3
59
5000
101 BB SRR AR SRR AR

4.80 5.00 5.20 5.40

51 83 |
...,....,....,....,':...,..:!,....,....,....,....,....,....,....,....,...., m/z 59.10 57.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 520 5.40

m/z 101.10 21.52%

15 101
31
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

59

4.80 5.00 5.20 5.40

5000 M m/z 58.00 14.71%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone B EEEE RS EERES L
43 480 5.00 520 5.40

m/z 41.10 9.38%

5000

58
P
! 11 I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 2 unknown7.42 Concentration Rank 1

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

7.42 86.14 ng 2403350 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 932 (7.419 min): BF095353.D (-928) (-) m/z 131.95 100.00%
132
5000 68 }K
© s e Tsns | 0 T T Th 7k
el LT 87 L AP1S L m/z 68.10 36.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR UL I LI I
a1 97 7.00 7.20 7.40 7.60 7.80
53 117 m/z 134.00 32.39%
79
: |||||||||||||| |8|8|||1|0§|||||| T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 R L AL L
104 7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 21.50%
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.05 14 _.65%
5000 og 0 p\\]\R
SN -NM 8 .p®97.hq N . - .1§?. SR B 8 G
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 4 Carbamodithioic acid, acety... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.22 ng 90585 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamodithioic acid, acetyl-, m... 149 C4H7NOS2 016696-88-1 50
2 2-((4-Methylpentyloxy)carbonyl)b... 250 C14H1804 1000373-82-9 47
3 Phthalic acid, cycloheptyl ethyl... 290 C17H2204 1000322-82-6 47
4 Didodecyl phthalate 502 C32H5404 002432-90-8 47
5 Phthalic acid, decyl 2,7-dimethy... 440 C28H4004 1000315-49-5 47
Abundance Scan 2386 (15.971 min): BF095353.D (-2381) (-) m/z 149.00 100.00%
149
5000 j\\hu
73 e o
%97 129 15.60 15.80 16.00 16.20
,....,||...|.|!...| S b ALAss 28 nyz 73.00 24 40%
miz-> 20 80 100 120 140 160 180 200
Abundance #23420. Carbamodithioic acid, acetyl-, methyl ester
149
5000 A RASRRRRBRARRAARRRAREE
15.60 15.80 16.00 16.20
90102 m/z 57.00 22.86%
.”,..,....”,..”,..”,..”,..”,..”,..”,
miz-> 20 60 80 100 120 140 160 180 200
Abundance
149
15.60 15.80 16.00 16.20
5000 m/z 41.05 21.26%
167
20 41 56 69 g3 93 105 12293, 193 207
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #136175: Phthalic acid, cyclohepty! ethyl ester
149 15.60 15.80 16.00 16.20
m/z 55.00 20.24%
5000
177
195
29 41 ° 67 81 97 12113, | |
miz-> 20 40 eb éo 100 150 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Butyl caprylate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.09 2.14 ng 50253 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl caprylate 200 C12H2402 000589-75-3 53
2 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 43
3 1-Pentanol, 2-methyl-, acetate 144 C8H1602 007789-99-3 38
4 Octanoic acid, 2-butyl ester 200 C12H2402 005458-61-7 35
5 1-Piperidinyloxy, 4-(hydroxyimin... 185 C9H17N202 003229-75-2 32
Abundance Scan 2746 (18.089 min): BF095353.D (-2742) (-) m/z 55.95 100.00%
56
5000 4
129
|| “| 185 oq1 267 285 17.80 18.00 18.20 18.40
e L m/z 57.10 64.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61118: Butyl caprylate
56
5000 a1 127 145 e R RANESEES e na s
17.80 18.00 18.20 18.40
3 m/z 43.10 50.34%
ZT ‘ g7 101
‘\ ‘ | L) ‘ L il 171 200
m/z--> 20 4b 65 80 160 150 140 160 180 200 220 240 260 280
Abundance
43
17.80 18.00 18.20 18.40
5000 m/z 41.05 39.49%

27
58 73 101116

WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #20928: 1-Pentanol, 2-methyl-, acetate N B a
43 17.80 18.00 18.20 18.40
m/z 55.05 35.36%
5000
84
69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 Nonahexacontanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.57 4.56 ng 107388 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 91
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
3 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 50
4 Undecane 156 C11H24 001120-21-4 47
5 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 43

Abundance Scan 2828 (18.571 min): BF095353.D (-2824) (-) m/z 57.05 100.00%
57
5000
141 18.20 18.40 18.60 18.80
| M/z  71.05  78.33%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57
5000 AR SRR AR SRR
18.20 18.40 18.60 18.80
- m/z 43.05 71.06%
|id i Wu 197 267 350 899 _ 993
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance
57
18.20 18.40 18.60 18.80
5000 m/z 85.10 50.81%
127 197
mz-> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243727: Tetrapentacontane, 1,54-dibromo- A B R B
57 18.20 18.40 18.60 18.80
m/z 55.00 44 _77%
5000
l ] mj“ 197 267 337 415 499 569 670 755 835
m/z--> 100 2(')0 300 400 500 600 700 800 900 1000 1820 18.40 18.60 18.80

8270-BF050217.M Wed May 24 16:29:16 2017

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 7 Tridecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.81 2.22 ng 50739 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-i1odo- 310 C13H271 035599-77-0 64
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 59
3 Di-n-decylsulfone 346 C20H4202S 111530-37-1 53
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 50
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 3209 (20.812 min): BF095353.D (-3205) (-) m/z 57.10 100.00%
57
85
5000
. . 177 169 211 267 20,40 20.60 20.80 21.00 21.20
T Y S m/z 71.10 89.56%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 LN AU SR I
20.40 20.60 20.80 21.00 21.20
28 183 m/z 85.10 63.43%
g d L Mz s T a0
m/z--> 50 100 150 200 250 300 350
Abundance
57
20,40 20.60 20.80 21.00 21.20
5000 m/z 43.10 35.56%
85
29
126 169 198
m/z--> o '55' ' "160" "150" "200" "250" "300" "350
Abundance #181291: Di-n-decylsulfone A ma T R
57 207 20.40 20.60 20.80 21.00 21.20
85 m/z 41.05 21.05%
5000
29
141 189
O S ) 0 N7 S
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052317\
Data File : BF095353.D

Acq On : 23 May 2017 16:13

Operator : SJ/MA

Sample : 13240-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.11 18.5 ng 516299 1 7.75 557987 20.0
unknown7 .42 7.42 86.1 ng 2403350 1 7.75 557987 20.0
Carbamodithioic a... 15.97 2.2 ng 90585 4 15.01 815950 20.0
Butyl caprylate 18.09 2.1 ng 50253 5 18.69 470621 20.0
Nonahexacontanoic... 18.57 4.6 ng 107388 5 18.69 470621 20.0
Tridecane, 1-iodo- 20.81 2.2 ng 50739 6 20.37 457476 20.0
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