LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO030718\
Data File : BM014509.D

Aca On : 06 Mar 2018 21:48

Operator : SJ/JU

Sample : J1699-57

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:\HPCHEM1I\BNA M\METHODS\8270-BM020718.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 4.687 286 289 294 rVB 29286 39391 1.08% 0.144%
2 5.134 359 365 380 rBVY 1449056 2285311 62.50% 8.333%
3 6.710 627 633 648 rBY 1294359 2299165 62.88% 8.384%
4 7.045 683 690 704 rBVY 1638049 2538932 69.44% 9.258%
5 7.504 762 768 777 rBV 441728 716132 19.59% 2.611%
6 7.816 813 821 835 rBVY 1270527 2087905 57.11% 7.613%
7 8.669 958 966 979 rBV 829372 1617110 44.23% 5.897%
8 10.275 1230 1239 1260 rBV 407913 864932 23.66% 3.154%
9 12.492 1611 1616 1622 rVB2 55376 86971 2.38% 0.317%
10 12.769 1654 1663 1681 rBVY 1947280 3300916 90.28% 12.036%
11 13.686 1816 1819 1826 rVB3 40050 54456 1.49% 0.199%
12 14.169 1894 1901 1913 rBV2 560128 969503 26.52% 3.535%
13 14.969 2030 2037 2042 rBvV2 33652 55240 1.51% 0.201%

14 15.680 2149 2158 2180 rBV 1237499 2274640 62.21% 8.294%
15 16.933 2366 2371 2382 rBV 575922 996658 27.26% 3.634%

16 17.221 2414 2420 2425 rBV 95991 130940 3.58% 0.477%
17 17.839 2520 2525 2529 rBV2 111684 166751 4_56% 0.608%
18 17.904 2531 2536 2543 rVB 604880 737683 20.18% 2.690%

19 18.756 2678 2681 2685 rBV5 35632 43298 1.18% 0.158%
20 19.127 2741 2744 2750 rBV7 35432 61500 1.68% 0.224%
21 19.351 2778 2782 2786 rVB2 60553 73145 2.00% 0.267%

22 19.580 2815 2821 2829 rBV 2816725 3656239 100.00% 13.332%
23 19.886 2869 2873 2877 rVB3 110984 131954 3.61% 0.481%
24 20.386 2955 2958 2963 rBV2 98894 102384 2.80% 0.373%
25 20.850 3034 3037 3042 rBV2 150761 181194 4._.96% 0.661%

26 21.150 3084 3088 3093 rBV2 722472 1006351 27.52% 3.669%
27 23.333 3454 3459 3467 rVB 502094 946058 25.88% 3.450%

Sum of corrected areas: 27424759
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014509.D

Aca On : 06 Mar 2018 21:48

Operator : SJ/JU

Sample : J1699-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014509.D
2500000

2000000

7.05
5.13
1500000 6.71 780

1000000 8.67

500000 7.50 10.27

4.69 L

e T s S R e SR

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014509.D

19,58

2500000
2000000 12.77

1500000
15.68

1000000

14.17 16.93 17.90

500000
19.89 20.39

12.49 13.69 14.97 1722 1rp4 18.76 19.19.35
o} S S S St < S L R e e

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014509.D

2500000
2000000
1500000
21.15

1000000 23.33

500000{ 50,85

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30718\
BM0O14509.D

06 Mar 2018 21:48

SJ/JU

J1699-57

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.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 unknown7.05 Concentration Rank 1

R.T. EstConc Relative to ISTD

2538930 1,4-Dichlorobenzene-d4

MW  MolForm

1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2
51

014203-19-1 35
062802-42-0 27
051422-01-6 27
1000146-10-7 27

,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 27
Abundance Scan 691 (7.051 min): BM014509.D (-683) (-) m/z 132.00 100.00%
32
5000 68 ]\\
40 54 % 680 7.00 7.20 7.40
78 06
0 ar s 27 "m/z 68.10 44.21%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 LI L L L L L LB L L
69 6.80 7.00 7.20 7.40
ag 2 m/z 66.05 40.98%
H ‘ 89 103
oLl Wg TN
m/z--> 100 120 140 160 180 200
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 134.00 35.51%
33 44 o 105
60 80 115
O T T T e T e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine T
132 680 700 720 740
m/z 69.10 25.38%
97
5000
70
31 60
ﬂ4\ L | 4 86 116
O I e R T A B A e e oS CE SO i e
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014509.D

Aca On : 06 Mar 2018 21:48

Operator : SJ/JU

Sample : J1699-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,2-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.22 2.63 ng 130940 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 72
2 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 72
3 Dibutvl phthalate 278 C16H2204 000084-74-2 72
4 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 64
5 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 64
Abundance Scan 2420 (17.221 min): BM014509.D (-2414) (-) m/z 149.00 100.00%
149
5000
S 7e 104 o 20 a0 ave.
3 121 223 : - : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134727: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149
5000
17.00 17.20 17.40 17.60
41 m/z 57.00 17.34%
ol | 57 76 104121 167 205223 551579 334
m>m&&%@@@@@mmmmmﬁﬁ'
Abundance
149
'~ 17.00 17.20 17.40 17.60
5000 m/z 41.10 16.36%
29 57
0 76 104121 167 139205223 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105064: Dibutyl phthalate s EBREmEEES L
149 17.00 17.20 17.40 17.60
m/z 76.00 12.08%
5000
o 4l 57 76 104121 167 205223 278
s 30 e O 6 e 10 Th0 150 150 2o S ShD 2 ke Sk T 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014509.D

Aca On : 06 Mar 2018 21:48

Operator : SJ/JU

Sample : J1699-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.84 3.35 ng 166751 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 55
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2525 (17.839 min): BM014509.D (-2520) (-) m/z 72.95 100.00%
41 73
55
5000 129 13
87 157 L i
0115 | 1p3 | 171180099 | 227 286 17.60 17.80 18.00 18.20
o} m/z 41.00 95.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L U BN BN U
17.60 17.80 18.00 18.20
213 m/z 43.10 94 .68%
m/z--> ﬁdllﬁgllég 80 100 120 140 160 180 200 220 240 260 280
Abundance
60 73
43 " 17.60 17.80 18.00 18.20
5000 129 m/z 55.10 65.70%
29 185 228

87
100115 143157171 199,54

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid R AR RS
43 60 73 17.60 17.80 18.00 18.20
m/z 60.05 61.39%
129
5000 29
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014509.D

Aca On : 06 Mar 2018 21:48

Operator : SJ/JU

Sample : J1699-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.89 2.62 ng 131954 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Octadecane 254 C18H38 000593-45-3 64
3 Nonane. 1-i1odo- 254 C9H191 004282-42-2 60
4 Nonadecane 268 C19H40 000629-92-5 58
5 Octacosane 394 C28H58 000630-02-4 58

Abundance Scan 2874 (19.892 min): BM014509.D (-2869) (-) m/z 57.10 100.00%

57

5000
3 113 145 155 189207 232 265 995 341 19.60 19.80 20.00 20.20
o m/z 71.10 90.00%
m/z--> 50 100 150 200 250 300 350
Abundance #64574: Pentadecane
57
85
5000 LN L L L L L LB
19. 60 19. 80 20. 00 20 20
29 m/z 43.10 86.26%
113
g e 22
m/z--> 50 100 150 200 250 300 350
Abundance
57
R EEREE R R R
19.60 19.80 20.00 20.20
5000 85 m/z 85.10 61.13%
29
. M3 141 169 197 205 254
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #91161: Nonane, 1-iodo- e AR
3 71 19.60 19.80 20.00 20.20
m/z 41.00 52.68%
5000
127
oL15 \ L le7 | 155 183 254
- IIIIIIIIIIIIIII IIIIIIIII IIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 19. 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014509.D

Aca On : 06 Mar 2018 21:48

Operator : SJ/JU

Sample : J1699-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7
R.T. EstConc Area Relative to ISTD R.T.
20.39 2.03 ng 102384 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 74
3 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 72
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 72
5 Pentadecane 212 C15H32 000629-62-9 68
Abundance Scan 2959 (20.392 min): BM014509.D (-2955) (-) m/z 57.05 100.00%
57
5000
155 107 225 253 279 300301355 apg | 20,00 20,20 20,40 20,60 2030
(o} m/z 43.10 88.86%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57
5000 B AR AR N
85 mmmmmmmmmm
29 m/z 71.00 81.34%
o | ||| | 118141 169 197 225 253 282
m/z--> 6 éo 160 1%0 260 2éo 360 3%0 460
Abundance
57
20.00 20.20 20,40 20.60 20.80
5000 85 m/z 85.10 52.99%
29 225
L2 113 141 169 197 253
m/z--> 6 éo 160 1%0 260 250 360 3%0 460
Abundance #64581: Tetradecane, 2-methyl- e e
57 20.00 20.20 20.40 20.60 20.80
m/z 41.10 40.48%
5000 a5
29
169
0L2 1}3‘141 [ 197
m/z--> c') 5'0 1(')0 1&1;0 2(')0 250 3(')0 351;0 4(')0 20 00 20. 20 20. 40 20 60 20. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014509.D

Aca On : 06 Mar 2018 21:48

Operator : SJ/JU

Sample : J1699-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Heptadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.85 3.60 ng 181194 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 58
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 58
3 E-14-Hexadecenal 238 C16H300 330207-53-9 58
4 Hexadecane 226 C16H34 000544-76-3 55
5 1-Docosanethiol 342 C22H46S 007773-83-3 50
Abundance Scan 3037 (20.850 min): BM014509.D (-3034) (-) m/z 43.00 100.00%
43
71
5000 97
l 139164 200 249 289 323 369 20.60 20.80 21.00 21.20
or— i 'L--' A e oo i o A0 BT 10 95.40%
m'z--> 0 50 150 200 250 300 350 400 450
Abundance #81253: 1-Heptadecene
57 83
5000 LRI UM SIS SUNILA SRR
29 111 20,60 20.80 21.00 21.20
m/z 41.10 78 .40%
oL s o
m/z--> 0 50 160 150 200 2%0 300 350 400 450 '
Abundance
55
8 AU SR SR B
20.60 20.80 21.00 21.20
5000 m/z 71.10 65.24%
29
111
0 139 168 196 224 252
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #81200: E-14-Hexadecenal B e
43 20.60 20.80 21.00 21.20
83 m/z 55.10 61.88%
5000
0 | 13140168 210238
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30718\
Data File : BM014509.D

Acq On : 06 Mar 2018 21:48

Operator : SJ/JU

Sample - J1699-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .05 7.05 70.9 ng 2538930 1 7.50 716132 20.0
1,2-Benzenedicarb... 17.22 2.6 ng 130940 4 16.93 996658 20.0
n-Hexadecanoic acid 17.84 3.4 ng 166751 4 16.93 996658 20.0
Pentadecane 19.89 2.6 ng 131954 5 21.15 1006350 20.0
Eicosane 20.39 2.0 ng 102384 5 21.15 1006350 20.0
1-Heptadecene 20.85 3.6 ng 181194 5 21.15 1006350 20.0
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