LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA N\DATA\BN021918\
Data File : BN0O00123.D
Aca On : 19 Feb 2018 22:47 Instrument :
Operator : JU/SJ gykﬁg el

- - lentosampleld :
a?ggle : J1577-03 COMPOSITE-A-DISSOLVED
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 N\METHODS\8270-BN020718.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 3.234 35 42 51 rBvV 454054 922961 2.88% 0.514%
2 3.317 51 56 79 rVvB 2953007 4911419 15.33% 2.735%
3 5.934 492 501 513 rBV 4299737 6887516 21.49% 3.836%
4 7.581 771 781 794 rBVY 3190784 5254468 16.40% 2.926%
5 7.975 840 848 860 rBVY 8169428 13607727 42.46% 7.579%
6 8.458 922 930 942 rBVY 2091692 3484735 10.87% 1.941%
7 8.787 978 986 999 rVB 7352167 12288385 38.34% 6.844%
8 9.640 1121 1131 1138 rBVY 6041943 10310951 32.17% 5.743%
9 11.299 1403 1413 1424 rBV 3263436 5521250 17.23% 3.075%
10 13.699 1810 1821 1828 rBV 16990321 25129960 78.41% 13.996%

11 14.498 1952 1957 1964 rBV 442641 703770 2.20% 0.392%
12 14.928 2025 2030 2037 rVB 343245 428174 1.34% 0.238%
13 15.069 2047 2054 2062 rVB2 4744479 7372805 23.01% 4_.106%
14 15.869 2179 2190 2195 rBV2 392599 726559 2.27% 0.405%
15 16.534 2297 2303 2313 rBV 11568498 16920300 52.80% 9.424%

16 16.722 2330 2335 2344 rBV 305708 487161 1.52% 0.271%
17 17.787 2509 2516 2528 rBV 6109239 8676328 27.07% 4.832%
18 18.628 2653 2659 2669 rBV 880688 1472469 4_59% 0.820%
19 19.875 2866 2871 2879 rBV 471615 703983 2.20% 0.392%
20 20.345 2945 2951 2963 rBV 25009111 32047610 100.00% 17.849%

21 21.563 3154 3158 3175 rBV 1111403 2068936 6.46% 1.152%
22 21.898 3209 3215 3226 rVB 7383108 9627894 30.04% 5.362%
23 24.374 3628 3636 3649 rBV2 4874340 9994538 31.19% 5.566%

Sum of corrected areas: 179549899
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN0O00123.D

Aca On : 19 Feb 2018 22:47

Operator : JU/SJ

ﬁ?ggle - J1577-03 COMPOSITE-A-DISSOLVED
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA N\METHODS\8270-BN020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
2.5e+07 TIC: BN000123.D
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le+07 208
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5000000 5.93 e 130
832 ' 8.46
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20.35
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Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance : .
2.5e+07 TIC: BN000123.D

2e+07
1.5e+07
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000123.D

Aca On : 19 Feb 2018 22:47

Operator : JU/SJ

ﬁ?ggle : J1577-03 COMPOSITE-A-DISSOLVED
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.32 28.19 ng 4911420 1,4-Dichlorobenzene-d4 8.46
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 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (3.323 min): BN000123.D (-51) (-) m/z 73.10 100.00%
73
5000 /\\‘
b 55 87 S R B
| 007 3.20 3.40 3.60
ot o A 205 2% Tm/z 43.10  27.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 I S S
43 3.20 3.40 3.60
55 87 m/z 87.10 26.12%
29
O'I”M'wj'ml"”'P"'I”"I"”I"'W""I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 S L B
3.20 340 3.60
5000 41 55 m/z 55.10 21.09%
29
0 97 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy- T
73 3.20 3.40 3.60
m/z 71.10 11.03%
5000
45
29
0 Ll \‘\‘ 5\5 Al 101 A\
m/z--> 20 40 60 80 100 120 140 160 180 200 320 340 3.60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000123.D

Aca On : 19 Feb 2018 22:47

Operator : JU/SJ

ﬁ?ggle : J1577-03 COMPOSITE-A-DISSOLVED
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.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 3 unknown7.98 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.98 78.10 ng 13607700 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 849 (7.981 min): BN000123.D (-840) (-) m/z 132.10 100.00%
5000 68
40 e 7.60 7.80 8.00 8.20 8.40
54 - - - - -
0 g8 |eur § 28 76810 41.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRR AR R

7.60 7.80 8.00 8.20 8.40
m/z 134.10 33.42%

31 51
0 ‘ L1 H Il #9 !
,....,....,....,....,....,.. B e
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
57 132
24 e
7.60 7.80 8.00 8.20 8.40
5000 gg 116 m/z 66.10 26.95%
158 189
O el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R
132 7.60 7.80 8.00 8.20 8.40
m/z 69.05 16.48%
117
5000
39 91
27 5L oes 77 ‘ 105 ‘ |
) S S R N P | S A GRS W
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 800 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000123.D

Aca On : 19 Feb 2018 22:47

Operator : JU/SJ

ﬁ?ggle : J1577-03 COMPOSITE-A-DISSOLVED
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.63 3.39 ng 1472470 Phenanthrene-d10 17.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2659 (18.628 min): BN000123.D (-2653) (-) m/z 73.10 100.00%
7B
43
5]
5000 129
97 115 213 U BRI U NN IUR
143871851697 507 286 o 18.40 18.60 18.80 19.00
ol L m/z 60.10 79.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 R S SULLLE UL UL

T I 1 1
18.40 18.60 18.80 19.00

83
m/z 43.10 75.35%
213
JH, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3 | 3
e
57 18.40 18.60 18.80 19.00
5000 m/z 55.10 63.92%
29
129
87 115 171 214
101 143157 | 185

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

Abundance #95851: Pentadecanoic acid e m e
3 | 73 18.40 18.60 18.80 19.00
5 m/z 57.10 62.61%
5000 129
29
199
143157171185 242
0 15

_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00123.D

Aca On : 19 Feb 2018 22:47

Operator : JU/SJ

Sample : J1577-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 E-14-Hexadecenal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.56 4.30 ng 2068940 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 96
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 n-Nonadecanol - 284 C19H400 001454-84-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 3158 (21.563 min): BN000123.D (-3154) (-) m/z 83.10 100.00%
7 88
5000 h 111 j\\\—-ﬁ
R S R
139 21.20 21.40 21.60 21.80
ol AL l 5 W1O7 196 224250 282 342369 A5 | n,57 57 05  94.33%
m/z--> 100 150 200 250 300 350 400
Abundance #92510: E-14-Hexadecenal
43
11 21.20 21.40 21.60 21.80
m/z 55.10 91.41%
o g H H\ ‘\ y 140 168189210 238
m/z--> 200 250 360 3%0 460
Abundance
55 g3
21120 21.40 21.60 21.80
5000 m/z 43.10 87.28%
29 111
139 167 196 224
O e i T
m/z--> §o 160 1%0 260 250 300 3%0 460
Abundance #131393: n-Nonadecanol-1 R REREE Bt
83 21.20 21.40 21.60 21.80
m/z 97.05 85.27%
5000
111
o 18mt.‘ ’1 L1130 ,168 196 238 266 SRS .= SASS 1
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 350 4(')0 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ N\DATA\BN021918\

Data File : BNO0O0123.D

Acq On : 19 Feb 2018 22:47

Operator : JU/SJ

3?22'6 - J1577-03 COMPOSITE-A-DISSOLVED
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718_.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... 3.32 28.2 ng 4911420 1 8.46 3484740 20.0
unknown7 .98 7.98 78.1 ng 13607700 1 8.46 3484740 20.0

8.2

8.1
n-Hexadecanoic acid 18.63 3.4 ng 1472470 4 17.79 8676330 20.0
E-14-Hexadecenal 21.56 4.3 ng 2068940 5 21.90 9627890 20.0
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