LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041718\
Data File : BG033856.D

Aca On : 17 Apr 2018 22:14

Operator : SJ/JU

Sample : J2390-01

Misc :

ALS Vial : 12 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 G\METHODS\8270-BG031918.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 3.446 23 27 35 rvB 43982 82900 2.23% 0.619%
2 6.272 501 508 518 rBV3 38996 140827 3.78% 1.051%
3 7.999 791 802 803 rBV7Y 19626 47364 1.27% 0.354%
4 8.346 854 861 884 rBV2 135449 562325 15.11% 4.198%
5 8.833 938 944 961 rBV5 33910 151026 4._.06% 1.127%

9.157 992 999 1026 rBV2 345560 952625 25.60% 7.111%
10.038 1142 1149 1171 rBV3 156020 693992 18.65% 5.181%
11.712 1425 1434 1451 rBV3 71879 246206 6.62% 1.838%
1553 1563 1570 rBV5 49889 158367 4._.26% 1.182%
12.588 1579 1583 1588 rVB3 27322 42378 1.14% 0.316%

=
QOO ~NO®
=
N
N
\l
o

11 14.074 1829 1836 1856 rBV 967062 2246094 60.35% 16.767%
12 14.280 1867 1871 1878 rVB5 21094 39090 1.05% 0.292%
13 14.868 1964 1971 1977 rBV 29623 63286 1.70% 0.472%
14 15.443 2062 2069 2085 rBv2 210167 445501 11.97% 3.326%
15 16.924 2314 2321 2340 rBV 612088 1467052 39.42% 10.951%

16 17.065 2340 2345 2351 rVB8 19143 49874 1.34% 0.372%
17 18.181 2528 2535 2550 rBV 266048 663988 17.84% 4_.957%
18 18.986 2667 2672 2682 rBV10 29041 80143 2.15% 0.598%
19 20.332 2897 2901 2905 rBV2 25710 37507 1.01% 0.280%

20 20.702 2958 2964 2978 rBV 2332152 3721643 100.00% 27.782%

21 22.523 3266 3274 3288 rBV2 311823 743698 19.98% 5.552%
22 24.356 3581 3586 3594 rVB3 24232 56181 1.51% 0.419%
23 26.260 3899 3910 3926 rBV3 190838 703965 18.92% 5.255%

Sum of corrected areas: 13396032
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041718\
Data File : BG033856.D

Aca On 17 Aor 2018 22:14

Operator : SJ/JU

Sample : J2390-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG033856.D
2000000
1500000
1000000
500000
9.16
8.35 10.04
13.45 11.71
Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50 12.00 1250
Abundance TIC: BG033856.D
20/70
2000000
1500000
1000000 14.07
16.92
500000 o8 -
15.44
428 14.87 JL_ 7.06 A¥ 18.99 20.33 Jx,
O o o S i R R R R e e e e S s -
Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033856.D
2000000
1500000
1000000
500000
26.26
24.36 N
O B e e e e e e e e e e R e R
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041718\
Data File : BG033856.D

Aca On : 17 Apr 2018 22:14

Operator : SJ/JU

Sample : J2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.35 Concentration Rank 2

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

8.35 74.47 ng 562325 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 862 (8.352 min): BG033856.D (-854) (-) m/z 132.00 100.00%
132
5000 68 /\\ka&«Mv“ﬁm—
96 SRS AR SRR
40 54 8.00 820 8.40 8.60
o 2 88206 "m/z 68.00 50.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 SRR AR SRR
8.00 8.20 8.40 8.60
m/z 66.00 39.68%
27 42
0:||1|5||“||||‘|‘||‘|“|l||7|6|||95I-|||||||||“:|||||||||||||||||||
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
132
8.00 8.20 8.40 8.60
5000 m/z 134.00 34.67%
104
ol 14 27 39 51 66 77 g4 115
mos O a6 @ 1o b 1o 1k 10 70
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T R
132 8.00 8.20 8.40 8.60
m/z 69.00 23.32%
5000 67
97
‘ o ‘ 117
Ouuuuluuuu‘l‘...‘. “l‘.wl‘..‘.‘kluuuu“luuH. R e B "I""I""""I""IIIL?
m/z--> 20 o 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041718\
Data File : BG033856.D

Aca On : 17 Apr 2018 22:14

Operator : SJ/JU

Sample : J2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Hydrazine, l1-ethyl-1-(1-met... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.47 12.86 ng 158367 Naphthalene-d8 11.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1l-ethvl-1-(l-methvlpr... 116 C6H16N2 020325-97-7 72
2 Hvdrazine. 1.2-dipropvl- 116 C6H16N2 001615-83-4 58
3 1.3-Dioxane 88 C4H802 000505-22-6 50
4 2-T2-T2-I2-I2-(2-Acetvloxvethoxv... 366 C16H3009 1000351-90-8 50
5 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 50
Abundance Scan 1563 (12.470 min): BG033856.D (-1553) (-) m/z 86.95 100.00%
g7
5000
41
55 UL UL BN SN UL
| I GF 79 101 116 170 143 12,20 12.40 12.60 12.80
O prrrr b e bt Pl bt | M/Z 41.00  36.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8279: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87
5000 UL ISR BN BN S
45 12.20 12.40 12.60 12.80
29 59 116 m/z 43.05 26.02%
| ‘ " 101
0 Ll \ ‘ H Ll | | ‘ .
LU RS R IR LR SR LA LSS SRS RARES BARES SRR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
87
112:20 12.40 12.60 12.80
5000 45 116 m/z 55.00 17 .43%
28 58 73
0‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2014: 1,3-Dioxane
87 12.20 12.40 12.60 12.80
m/z 57.00 16.97%
5000 31
58
41
O“I”mh””ﬁ'f%'MP”'J%"”W'”W'“W“'W”'W““I““P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041718\
Data File : BG033856.D

Aca On : 17 Apr 2018 22:14

Operator : SJ/JU

Sample : J2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl2.59 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.59 3.44 ng 42378 Naphthalene-d8 11.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Imidazolidinethione 102 C3HG6N2S 000096-45-7 35
2 Thiophane. 3-pentvl- 158 C9H18S 035468-43-0 27
3 Divinvimethvl(acetoxvmethvD)silane 170 C8H1402Si 116065-60-2 25
4 3-Octanol. 2.3-dimethvl- 158 C10H220 019781-10-3 23
5 2-Methyl-3-(methylthio)-1-propene 102 C5H10S 052326-10-0 20
Abundance Scan 1583 (12.588 min): BG033856.D (-1579) (-) m/z 87.00 100.00%
87 102
5000 43
55
1 NI AR BN I
113 135 208 12.20 12.40 12.60 12.80 13.00
0 T r = o = oS m/z 102.00 82.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4196: 2-Imidazolidinethione
102
30
5000
12.20 12.40 12.60 12.80 13.00
45 73 m/z 43.00 45 .86%
0|||||‘H‘l|M‘l“‘:‘::s‘iguu‘l“ulu||||‘=||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87
12120 12,40 12.60 12.80 13.00
5000 m/z 55.00 35.87%
41
27 101
55
15 67 158
G L S UL UL WL L UL B LN L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38736: Divinylmethyl(acetoxymethyl)silane R B e
87 12.20 12.40 12.60 12.80 13.00
m/z 41.00 33.35%
5000 61 129
43 71
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041718\
Data File : BG033856.D

Aca On : 17 Apr 2018 22:14

Operator : SJ/JU

Sample : J2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 6 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.99 2.41 ng 80143 Phenanthrene-d10 18.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 70
2 Tetradecanoic acid 228 C14H2802 000544-63-8 43
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 35
4 Pentadecanoic acid 242 C15H3002 001002-84-2 30
5 Dodecanoic acid 200 C12H2402 000143-07-7 27

Abundance Scan 2673 (18.992 min): BG033856.D (-2667) (-) m/z 60.00 100.00%

5000

98
129158185

213 256 326 413 512 18.60 18.80 19.00 19.20 19.40

(o} m/z 43.00 T77.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72643: Tridecanoic acid
43 |73
5000 129 L B
18 60 18. 80 19. OO 19 20 19. 40
n m/z 73.00 68.85%
Vil I s
o ””“““ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
’U\ IIIIIIIIIIIIIIIIIIIIII
3 18.60 18.80 19.00 19.20 19.40
e 129 m/z 55.00 61.26%
185
228
101 157
Oy e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107547: n-Hexadecanoic acid B B e
43 73 18.60 18.80 19.00 19.20 19.40
m/z 41.00 59.11%
5000
129
1 1 213
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 60 18. 80 19. OO 19 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041718\
Data File : BG033856.D

Acq On : 17 Apr 2018 22:14

Operator : SJ/JU

Sample - J2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
unknown8 .35 8.35 74.5 ng 562325 1 8.83 151026 20.0
Hydrazine, l-ethy... 12.47 12.9 ng 158367 2 11.71 246206 20.0
unknownl12 .59 12.59 3.4 ng 42378 2 11.71 246206 20.0
Tridecanoic acid 18.99 2.4 ng 80143 4 18.18 663988 20.0
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